LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103017\

Data File : BF099980.D

Aca On - 31 Oct 2017 1:11 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16083-06 Gl elE)
Misc i 102017-TIFR-F-D-M
ALS Vial : 29 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-BF102317.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 4.992 492 494 510 rBV 66100 98379 3.76% 0.640%
2 5.410 562 565 589 rBV 456999 709359 27.12% 4.613%
3 6.428 736 738 751 rBV 325111 496481 18.98% 3.229%
4 6.557 757 760 772 rVB 1443654 1311367 50.14% 8.529%
5 6.786 796 799 809 rBV 547467 483758 18.49% 3.146%
6 6.939 822 825 845 rVB 1884679 1800412 68.83% 11.709%
7 7.357 892 896 920 rBVY 1267164 1357025 51.88% 8.825%
8 8.069 1014 1017 1033 rBV 791324 660342 25.25% 4 ._.295%
9 8.627 1109 1112 1121 rBB 46274 44923 1.72% 0.292%
10 9.145 1196 1200 1203 rBvV 2915827 2615646 100.00% 17.011%
11 9.545 1265 1268 1277 rBB 63227 57090 2.18% 0.371%

12 9.827 1309 1316 1326 rVB 786852 750566 28.70% 4_.881%
13 10.239 1383 1386 1390 rVB 243635 177020 6.77% 1.151%
14 10.498 1426 1430 1434 rBV 65572 51186 1.96% 0.333%
15 10.539 1434 1437 1447 rVB 247377 199032 7.61% 1.294%

16 10.621 1447 1451 1465 rBV 959846 900897 34.44% 5.859%
17 11.321 1566 1570 1578 rBV 724598 636199 24.32% 4.138%
18 12.910 1835 1840 1843 rBV 2211630 2085908 79.75% 13.566%
19 13.792 1986 1990 2000 rBV 37321 50424 1.93% 0.328%
20 13.980 2018 2022 2030 rBV 470348 464296 17.75% 3.020%

21 15.468 2270 2275 2284 rBV 336253 425914 16.28% 2.770%

Sum of corrected areas: 15376224
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099980.D

Aca On : 31 Oct 2017 1:11

Operator : SJ/JU

Sample : 16083-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF099980.D

2500000

2000000 6.94

1500000 6.56
7.36

1000000

6.79
500000 5.41

6.43] {

o NN | G LN U | S N

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: BF099980.D

2500000
12.91

2000000

1500000

1000000 10.62
8.07 9.83 11.32

500000
10.24 10.

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: BF099980.D

2500000
2000000
1500000
1000000

13.98
500000 15.47

13.79

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\BF103017\
Data File : BF099980.D

Aca On : 31 Oct 2017 1:11

Operator : SJ/JU

Sample : 16083-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4

R.T. EstConc Area Relative to ISTD R.T.
409 4.07ng 98379  1,4-Dichlorobenzene-d4 6.79
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. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

000540-88-5 50
001116-98-9 17

4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 494 (4.992 min): BF099980.D (-492) (-) m/z 43.00 100.00%

43.0
50.1
5000
101.0
83.0 460 4.80 5.00 5.20 5.40
Obrrrprrrr el e e m/z 59.10 63.26%
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 LA LI L L L L L L L L L LB
590 460 480 500 520 5.40
m/z 101.00 25.11%
31.0 83.0 101.0
o) YN M| A MU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e e
570 460 4.80 5.00 520 5.40
5000 m/z 58.00 18.08%
20.0 101.0
ol 120 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 A e B e
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 9.53%
5000 41.0
o Wl 730 1260 1450
e e e e e A e R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099980.D

Aca On : 31 Oct 2017 1:11

Operator : SJ/JU

Sample : 16083-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 54.22 ng 1311370 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 761 (6.563 min): BF099980.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 TrrTTTyTTT T T T T T T T
401 540 6.20 6.40 6.60 6.80
o....,....,....,....,.:I.',..7.55,0....,..!.,.1??.?....,....,-'...,.. m/z 134.00  32.90%
m/z--> 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 SRS U R
6.20 6.40 6.60 6.80
210 510 m/z 68.10 31.57%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 18.41%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine  REaar T
132.0 6.20 6.40 6.60 6.80
m/z 96.00 12_.17%
97.0
5000
70.0
31.0
0 ‘ 440 Ly 6(‘) \0 86 0 ! 116.0 !
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099980.D

Aca On : 31 Oct 2017 1:11

Operator : SJ/JU

Sample : 16083-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.54 5.30 ng 199032 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
3 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 46
4 5-TN-Benzovlaminomethvlltetrazole 203 C9HIN50 1000227-36-3 43
5 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 43
Abundance Scan 1437 (10.539 min): BF099980.D (-1434) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
ot 1020 1030 1060 t0a0
152.0 : : :
Ob e el e el 2280 m/z 77.00 56.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47245: Benzophenone
105.0
5000 77.0 182.0 SUBRANARRUERAAARES
10.20 10.40 10.60 10.80
510 m/z 182.10 50.11%
0 27.0 J 910 | 1260 1520 i
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 183.0 10.20 10.40 10.60 10.80
5000 51.0 m/z 51.10 17.78%
127.0 154.0
L S L S B WL B BB WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33091: Benzoy! isothiocyanate . ,/.\ o
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.03%
5000 7.0
51.0
0 27.0 | L | 122.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099980.D

Aca On : 31 Oct 2017 1:11

Operator : SJ/JU

Sample : 16083-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.17 ng 50424 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 81
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 74
3 1-Eicosanol 298 C20H420 000629-96-9 64
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 59
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 58
Abundance Scan 1990 (13.792 min): BF099980.D (-1986) (-) 83.10 100.00%
57.0 831
5000 111.1
| 139.1 13.40 13.60 13.80 14.00 14.20
Obrrprerrfbe by m/z 97.10 93.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55.0
97.0
5000
29.0 13.40 13.60 13.80 14.00 14.200
195.0 m/z 57.05 85.93%
Ol e 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
83.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 69.10 83.44Y%
29.0 111.0
o 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143256: 1-Eicosanol
43.0 13.40 13.60 13.80 14.00 14.20
m/z 55.05 78.53%
5000
111.0
o.180] i 139.0 167.0 196.0 252.0
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20

8270-BF102317.M Tue Oct 31 11:21:38 2017 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103017\
Data File : BF099980.D

Acq On : 31 Oct 2017 1:11

Operator : SJ/JU

Sample - 16083-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4 .99 4.1 ng 98379 1 6.79 483758 20.0
unknown6 .56 6.56 54_.2 ng 1311370 1 6.79 483758 20.0
Benzophenone 10.54 5.3 ng 199032 3 9.83 750566 20.0
1-Docosene 13.79 2.2 ng 50424 5 13.98 464296 20.0
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