LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\

Data File : BF100671.D

Aca On : 17 Nov 2017 13:03 Instrument :
Operator : SJ/JU BNA_F

Sample - 16476-05 ClientSampleld :
Misc : SP-1-LEFT

ALS Vial : 9 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-BF110817.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 5.104 510 513 524 rBB 92899 110684 5.70% 0.662%
2 5.498 575 580 583 rBY 1703786 1582160 81.54% 9.458%
3 6.504 746 751 761 rBVY 1711411 1670289 86.08% 9.985%
4 6.651 771 776 779 rBVY 1687067 1636744 84.35% 9.784%
5 6.881 811 815 818 rBV 655367 515094 26.55% 3.079%
6 7.040 837 842 845 rVB 1293158 1208078 62.26% 7.222%
7 7.440 905 910 913 rBVY 1072699 980592 50.54% 5.862%
8 8.163 1029 1033 1036 rBVY 854262 702106 36.18% 4_.197%
9 8.716 1123 1127 1131 rBvV2 29857 29050 1.50% 0.174%
10 9.234 1211 1215 1219 rBvV 2035888 1867864 96.26% 11.166%
11 9.628 1278 1282 1285 rBV 54937 47544 2.45% 0.284%
12 9.916 1327 1331 1335 rBV 944219 813376 41.92% 4.862%
13 10.192 1376 1378 1381 rBvV 46722 33210 1.71% 0.199%
14 10.339 1400 1403 1406 rvB2 26466 22991 1.18% 0.137%
15 10.628 1448 1452 1454 rBvV 104814 83450 4 _.30% 0.499%
16 10.704 1461 1465 1468 rBVY 1208990 1041248 53.66% 6.224%
17 11.051 1520 1524 1530 rvB2 28596 26578 1.37% 0.159%
18 11.404 1580 1584 1587 rBV 1021633 874474 45_.07% 5.228%
19 12.063 1693 1696 1697 rBvV 22473 21489 1.11% 0.128%

20 12.986 1848 1853 1856 rBV 2133835 1940351 100.00% 11.599%

21 13.869 1999 2003 2010 rBV 137434 155975 8.04% 0.932%
22 14.039 2028 2032 2035 rBV 777299 660293 34.03% 3.947%

23 14.498 2106 2110 2119 rBv4 19010 28136 1.45% 0.168%

24 15.515 2277 2283 2290 rBV 474183 610469 31.46% 3.649%

25 15.963 2349 2359 2364 rBvV4 18912 34254 1.77% 0.205%

26 18.621 2806 2811 2818 rVB9 12914 31825 1.64% 0.190%
Sum of corrected areas: 16728324
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100671.D

Aca On : 17 Nov 2017 13:03

Operator : SJ/JU

Sample : 16476-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100671.D
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Abundance TIC: BF100671.D
2000000 92 1299

1500000
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Abundance TIC: BF100671.D
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14.04
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100671.D

Aca On : 17 Nov 2017 13:03

Operator : SJ/JU

Sample : 16476-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.10 4_.30 ng 110684 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 512 (5.098 min): BF100671.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
me "k 5ho 520 540
o} US| NSV | NSRS £ SN NS— m/z 59.00 55.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R AL R I
59.0 480 500 520 5.40
0,
150 a0 1010 m/z 58.00 15.24%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 101.00 14.79%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LSS NS L LA N N B
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.91%
5000 310 430 73.0
\‘\‘ “\H \‘ ! 840 1010
e S S SR SULIURS SUSIILS IS IULIULS IULI LS LI LI HRDE U L UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100671.D

Aca On : 17 Nov 2017 13:03

Operator : SJ/JU

Sample : 16476-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.65 Concentration Rank 1

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

6.65 63.55 ng 1636740 1,4-Dichlorobenzene-d4 6.88
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 776 (6.651 min): BF100671.D (-771) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 PSSP SRR SRR
40.1 540 J 6.40 6.60 6.80 7.00
0 ...--.,:|-.|.'.8,1-9..!,-:.1.1‘?-?..-.,....,....,.... m/z 68.10 35.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR IS U R L
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.64%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.20%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl s
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 13.93%
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B
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:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100671.D

Aca On : 17 Nov 2017 13:03

Operator : SJ/JU

Sample : 16476-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.05 ng 83450 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
3 Benzovl bromide 184 C7H5BroO 000618-32-6 47
4 Vinvl benzoate 148 C9H802 000769-78-8 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
Abundance Scan 1452 (10.628 min): BF100671.D (-1448) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
o " 1040 1060 10,80 1100
152.0 : : : :
SR RPN NN -2 o NN N1 m/z 182.10 56.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 R LI SO DU B
0 10.40 10.60 10.80 11.00
oL m/z 77.00 55.38%
ol 270 ! A 1260 1520 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
770 183.0 10,40 10.60 10.80 11.00
5000 51.0 m/z 51.00 21.67%
0 127.0  154.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49085: Benzoy| bromide — A
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.60%
77.0
5000
51.0
37‘\"0 “ i |
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100671.D

Aca On : 17 Nov 2017 13:03

Operator : SJ/JU

Sample : 16476-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.72 ng 155975 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 2003 (13.869 min): BF100671.D (-1999) (-) m/z 57.05 100.00%
57.0
83.1
5000 111.1
130.1 | 13.60 13.80 14.00 14.20
0 m/z 55.00 92 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57.0

:

13!60 13.I80 14.IOO 14!20
m/z 43.05 91.93%

5000

29.0

154.0 182.0 210.0 238.0 283.0 334.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R I R RAR R
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 77.68%
29.0 125.0

0 154.0 196.0224.0 269.0 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol

-

13.60 13.80 14.00 14.20
m/z 69.05 68.96%

5000

29.0

3

13901670 106.0  238.0266.0 294.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111717\
Data File : BF100671.D

Acq On : 17 Nov 2017 13:03

Operator : SJ/JU

Sample : 16476-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.10 4.3 ng 110684 1 6.88 515094 20.0
unknown6 .65 6.65 63.5 ng 1636740 1 6.88 515094 20.0
Benzophenone 10.63 2.0 ng 83450 3 9.92 813376 20.0
Heptadecyl triflu... 13.87 4.7 ng 155975 5 14.04 660293 20.0
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