LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102452.D

Aca On : 26 Jan 2018 4:12

Operator : SJ/JU

Sample = J1300-06

Misc :

ALS Vial : 23 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-BF012218.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 4.969 474 490 492 rBV 4134886 12330446 100.00% 39.582%
2 5.334 548 552 563 rBV 323769 381153 3.09% 1.224%
3 6.357 723 726 738 rBV2 488390 584589 4.74% 1.877%
4 6.487 744 748 756 rBVY 1174539 1107487 8.98% 3.555%
5 6.716 783 787 794 rBV 992542 809035 6.56% 2.597%

6.875 809 814 817 rBV 2870900 2582350 20.94% 8.290%
7.286 879 884 887 rBV 1946664 1849055 15.00% 5.936%
7.998 1001 1005 1019 rBV 1168231 1025586 8.32% 3.292%
9.075 1184 1188 1199 rVV 3495337 3393140 27.52% 10.892%
9.469 1250 1255 1264 rBV 133541 144977 1.18% 0.465%

=
QO ~NO®

11 9.751 1299 1303 1312 rBV 1039529 944281 7.66% 3.031%
12 10.463 1420 1424 1431 rBV 388416 364090 2.95% 1.169%
13 10.539 1434 1437 1449 rVV 471043 541360 4_39% 1.738%
14 11.239 1552 1556 1563 rBV 840056 768245 6.23% 2.466%
15 12.580 1780 1784 1792 rBV 150022 210813 1.71% 0.677%

16 12.821 1821 1825 1829 rBV 2499610 2499933 20.27% 8.025%
17 13.721 1974 1978 1987 rBV 139924 203341 1.65% 0.653%

18 13.874 2001 2004 2012 rBV 754752 782657 6.35% 2.512%
19 15.309 2243 2248 2254 rBV 466897 629396 5.10% 2.020%

Sum of corrected areas: 31151934
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102452.D

Aca On - 26 Jan 2018 4:12

Operator : SJ/JU

Sample : J1300-06

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012218.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: BF102452.D
4000000 497

3000000 6.87

2000000 7.29

6.49
1000000 6.72

6.36
5.33

e T 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: BF102452.D
4000000

9.07

3000000
12.82

2000000

8.00 9.75
1000000 11.24

10854 \

9.47 12.58

O~ A Al Tl Lo et Temfocepnsy 7 P = 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: BF102452.D

4000000

3000000
2000000

10000001 13.87
15.31

e B

e e e ————— b

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 : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102452.D

Aca On : 26 Jan 2018 4:12

Operator : SJ/JU

Sample = J1300-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 1

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

4.97 304.82 ng 12330400 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 490 (4.969 min): BF102452.D (-474) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AR R aEEma
460 4.80 500 5.20 5.40
e 0 83 e M/Z 59.10  62.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A I R RN B
50.0 460 480 500 520 540
m/z 101.10 21.60%
: 101.0
'”I””P'ii?”m“'P”h'”ﬁ”'fﬁgl””“'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520 5.40
5000 41.0 m/z 58.00 15.96%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L L L B B
43.0 460 4.80 500 5.20 5.40
m/z 41.05 9.66%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W A N R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102452.D

Aca On : 26 Jan 2018 4:12

Operator : SJ/JU

Sample = J1300-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 3

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

6.49 27.38 ng 1107490 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF102452.D (-744) (-) m/z 132.00 100.00%
13%.0
5000 /\\
68.1
00 510 || pee 2 "ok ok ok 5k
L A T MMM || M. m/z 134.00 33.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L R U R R
6.20 6.40 6.60 6.80
310 510 m/z 68.10 33.06%
‘ b1 H | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 20.32%
41.0 97.0
53.0 . 117.0
mﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 96.00 12.18%
5000
104.0
120 27.0 390 5.0 %0770 o045 | 1550 ‘
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 650 640 660 6%0
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102452.D

Aca On : 26 Jan 2018 4:12

Operator : SJ/JU

Sample = J1300-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.46 7.71 ng 364090 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47
3 Benzovl bromide 184 C7H5BrO 000618-32-6 47
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47

Abundance Scan 1424 (10.463 min): BF102452.D (-1420) (-) m/z 105.00 100.00%
105.0
77.1
5000 182.1
51.0 I |
152.0 10.20 10.40 10.60 10.80
e 908l 1288 m/z 77.10 58.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000
182.0 10.20 10.40 10.60 10.80
5L.0 m/z 182.10 45.46%
27.0 | A 910 | 126.0 1520 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
11020 10.40 10.60 10.80
5000 77.0 m/z 51.00 25.20%
51.0
27.0
91.0 133.0 168.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #49084: Benzoyl bromide R R e T
105.0 10.20 10.40 10.60 10.80
770 m/z 181.10 7.95%
5000
51.0
miz-> 20 40 60 8 100 120 140 160 180 11020 10.40 10.60 10.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

U:\HPCHEM1I\BNA F\DATA\BF012518\
BF102452.D
26 Jan 2018
SJ/JU
J1300-06

4:12

23 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

R.T. EstConc Area Relative to ISTD R.T.
13.72 5.20 ng 203341 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95

4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
5 n-Nonadecanol- 284 C19H400 001454-84-8 95
Abundance Scan 1978 (13.721 min): BF102452.D (-1974) (-) m/z 57.00 100.00%
57.0
97.1
5000
o o O
1 I 391 1871 0811 13.40 13.60 13.80 14.00
bl Ay gy 28T "m/z 55.10 96.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 LA L L L L L B LB L |
13.40 13.60 13.80 14.00
m/z 43.00 88.75%
260 || ‘ \‘ ‘L 32 9 17702109 2550 356.0
e ; ; e i e e T
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
970 ll|llll|llll|llll|llll|
13.40 13.60 13.80 14.00
5000 m/z 83.10 85.47%
169.0
26,0 138.0 2100 550 406.0
i L T e e L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester BN B EE EEE B
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.05 80.38%
” “‘JLA’-/\/\
40.0
2600 l’ J J0 1820 | OO seo | seeeerer ORI
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF012518\
Data File : BF102452.D

Acq On : 26 Jan 2018 4:12

Operator : SJ/JU

Sample - J1300-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4 .97 304.8 ng 12330400 1 6.72 809035 20.0
unknown6 .49 6.49 27.4 ng 1107490 1 6.72 809035 20.0
Benzophenone 10.46 7.7 ng 364090 3 9.75 944281 20.0
Pentafluoropropio... 13.72 5.2 ng 203341 5 13.88 782657 20.0
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