LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093087.D

Aca On : 22 Feb 2017 20:42

Operator : SJ/MA

Sample = 11930-02

Misc :

ALS Vial : 15 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-BF013017.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 4.338 195 197 207 rBv 189018 254621 7.29% 0.788%
2 5.001 253 255 265 rBV 981679 1248872 35.76% 3.866%
3 5.436 290 293 295 rBVY 2701591 3092550 88.55% 9.574%
4 6.476 381 384 386 rBVY 2429985 3217702 92.13% 9.961%
5 6.602 393 395 397 rBY 3283904 3117413 89.26% 9.651%
6 6.830 413 415 418 rBY 1060034 890733 25.51% 2.758%
7 6.990 426 429 431 rBV 2450835 2400956 68.75% 7.433%
8 7.402 462 465 467 rBV 1940361 2036167 58.30% 6.304%
9 8.122 525 528 530 rBY 1012847 1163069 33.30% 3.601%
10 9.196 619 622 624 rBVY 3549218 3492379 100.00% 10.812%
11 9.585 654 656 659 rBV 486900 568228 16.27% 1.759%
12 9.802 671 675 677 rBV 43764 58568 1.68% 0.181%
13 9.870 678 681 683 rVB 1542371 1353741 38.76% 4.191%
14 10.305 715 719 720 rBV 58765 79831 2.29% 0.247%
15 10.522 734 738 739 rBV 28340 42726 1.22% 0.132%

16 10.659 747 750 752 rBV 1918540 1914477 54.82% 5.927%
17 10.773 758 760 765 rVB 108674 123385 3.53% 0.382%

18 11.219 797 799 800 rBV 65480 58829 1.68% 0.182%
19 11.356 808 811 813 rBV 1223978 1381925 39.57% 4.278%
20 11.585 828 831 834 rBvV2 29893 49719 1.42% 0.154%

21 12.934 947 949 952 rBV 2827061 3016555 86.38% 9.339%
22 13.837 1025 1028 1033 rBV 146301 234263 6.71% 0.725%
23 13.985 1039 1041 1044 rVB 1406556 1291914 36.99% 4 _000%
24 15.414 1163 1166 1173 rBV 821552 1082255 30.99% 3.350%

25 15.837 1200 1203 1206 rBV 27251 43520 1.25% 0.135%

26 16.305 1241 1244 1250 rBV 24971 47358 1.36% 0.147%

27 16.854 1289 1292 1298 rVB3 16980 39979 1.14% 0.124%
Sum of corrected areas: 32301735
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022217\

BF093087.D

22 Feb 2017 20:42

SJ/MA

11930-02

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093087.D

Aca On : 22 Feb 2017 20:42

Operator : SJ/MA

Sample : 11930-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.34 5.72 ng 254621 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 72
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72

Abundance Scan 197 (4.338 min): BF093087.D (-195) (-) m/z 55.10 100.00%

55.1 83.1
5000 43.0
98.1

| 4.00 4.20 4.40 4.60
11

..“...“...“...nu..,”:.FEQ.,”..,J..,”..,”.. m/z 83.10 95.74%
miz--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 LI L L L L L LB LI B}
20,0 43.0 98.0 400 420 440 4.60

m/z 43.00 43 .56%

SN R P OO M PR X A PN R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
55.0

43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 32.72%
29.0
98.0
69.0
e B B M B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E) B A R
55.0 83.0 4.00 420 440 460

m/z 39.10 28.32%

5000 41.0 98.0
27.0 69.0
15.0 \\ L L, |

m/z--> 10 20 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093087.D

Aca On : 22 Feb 2017 20:42

Operator : SJ/MA

Sample : 11930-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 28.04 ng 1248870 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 255 (5.001 min): BF093087.D (-253) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SR S SR
4.60 4.80 500 5.20 5.40
el Bl 69 831 | “m/z 59.10 55.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [ T
4.60 4.80 500 5.20 5.40
59.0 1010 m/z 101.10 16.23%
210 350 | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 15.75%
410 101.0
15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.95%
5000 41.0
31.0
69.0 87.0
15.0 ‘J L] s1o]] “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093087.D

Aca On : 22 Feb 2017 20:42

Operator : SJ/MA

Sample : 11930-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3 unknown6.60 Concentration Rank 1

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

6.60 70.00 ng 3117410 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.602 min): BF093087.D (-393) (-) m/z 132.05 100.00%
13R.1
5000 68.1
96.1 RS U R
40.0 540 | 850 | 70 6.20 6.40 6.60 6.80 7.00
TSP | V.- D N[ £ SN | N m/z 68.10 39.46%
m/z--> 10 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 AR I UL
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.10 32.94%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.14%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e A BT
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .99%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093087.D

Aca On : 22 Feb 2017 20:42

Operator : SJ/MA

Sample : 11930-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.63 ng 234263 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
3 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 83
Abundance Scan 1028 (13.837 min): BF093087.D (-1025) (-) m/z 57.05 100.00%

.0

o JW
' 13.60 13.80 14.00 1420
139.2 239.3 : : : :
167.1
S 2071 2811 m/z 43.05 78.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43.0
69.0
5000 LA L L L L L L L L L
13.60 13.80 14.00 14.20
m/z 55.05 69.72%
d 1250 169.0 1950 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

:

Abundance
57.0
R
83.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 58.93%
111.0
29.0 139.0 1650  210.0 238.0 283.0
WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129668: Dichloroacetic acid, tetradecyl ester
43.0 13.60 13.80 14.00 14.20

83.0 m/z 97.05 52.29Y%

5000
111.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

139.0 168.0 196.0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022217\
Data File : BF093087.D

Acq On : 22 Feb 2017 20:42

Operator : SJ/MA

Sample - 11930-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
3-Penten-2-one, 4... 4.34 5.7 ng 254621 1 6.83 890733 20.0
2-Pentanone, 4-hy... 5.00 28.0 ng 1248870 1 6.83 890733 20.0
unknown6 .60 6.60 70.0 ng 3117410 1 6.83 890733 20.0
Heptafluorobutyri... 13.84 3.6 ng 234263 5 13.99 1291910 20.0
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