LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\

Data File : BG033091.D

Aca On - 12 Mar 2018 16:10 Instrument :

Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol

3‘?”'0'6 : J1869-01 030618-JET‘IQ-E-D-B
isc :

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 G\METHODS\8270-BG022118.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 3.517 32 39 52 rvB 78083 164626 5.26% 1.209%
2 6.319 510 516 525 rBV 227013 403051 12.88% 2.960%
3 7.999 796 802 813 rBV 142098 271793 8.69% 1.996%
4 8.416 865 873 885 rBV 440818 811741 25.95% 5.962%
5 8.909 950 957 965 rBV 141652 258922 8.28% 1.902%

6 9.244 1007 1014 1023 rBV 564425 1066918 34.11% 7.836%
7 10.108 1152 1161 1170 rBV 518506 982586 31.41% 7.216%
8 11.794 1440 1448 1459 rBV 209352 393136 12.57% 2.887%
9 14.155 1841 1850 1859 rBV 1334260 2199002 70.30% 16.150%
10 14.942 1977 1984 1989 rBV 31412 47198 1.51% 0.347%
11 15.524 2077 2083 2093 rVB2 328292 539505 17.25% 3.962%
12 16.287 2208 2213 2219 rVB2 33968 44229 1.41% 0.325%
13 16.992 2326 2333 2344 rBV 674060 1099094 35.14% 8.072%
14 17.145 2354 2359 2368 rVB 31644 51645 1.65% 0.379%
15 18.250 2540 2547 2554 rBV2 426123 665257 21.27% 4 _886%
16 19.048 2677 2683 2688 rBV3 25792 42342 1.35% 0.311%
17 20.770 2969 2976 2989 rBV 2271395 3128188 100.00% 22.974%
18 22.133 3201 3208 3220 rBv4 28442 94391 3.02% 0.693%

19 22.602 3281 3288 3299 rBV2 352276 703042 22.47% 5.163%
20 26.397 3921 3934 3950 rBV2 173629 649285 20.76% 4._.769%

Sum of corrected areas: 13615951
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033091.D
Aca On : 12 Mar 2018 16:10
Operator : SJ/JU
Sample - J1869-01
Misc :
ALS Vial : 9 Sample Multiplier: 1
Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG033091.D
2000000
1500000
1000000
9.24
500000 8.42 10.11
6.32 11.79
352 8.00 8.91
O T e L e
Time--> 3%0 460 4%0 500 550 660 650 700 7%0 860 850 960 9.50 1000 1050 1100 1150 1200 12%0 !
Abundance TIC: BG033091.D
20.77
2000000
1500000
14.16
1000000
16.99
500000 1552 18.25 22.60
o 14.94 16.29 7.15 19.05 L 22.13
Time-> 1350 14.00 1450 15.00 1550 16.00 16:50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033091.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033091.D

Aca On : 12 Mar 2018 16:10

Operator : SJ/JU

Sample : J1869-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 2

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

8.42 62.70 ng 811741 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 874 (8.422 min): BG033091.D (-865) (-) m/z 131.95 100.00%
5000 68
40 g 7 87 9|6 5 J 8-&)' I8I.26I I8I.46I Ié.GCI)I Ié,sbl I
o AL s m/z 68.05 42.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 [rrr T[T T
8.00 8.20 8.40 860 8.80
2 78 m/z 133.95 32.75%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 8.00 820 8.40 8.60 8.80
5000 gg 116 m/z 66.05 27.07%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R s L
132 8.00 8.20 8.40 860 8.80
m/z 69.05 17.74%
117
5000
29 91
7 1 G e | wl
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— e
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 800 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033091.D

Aca On : 12 Mar 2018 16:10

Operator : SJ/JU

Sample : J1869-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Cyclotetracosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2213 2.69ng 94391  Chrysene-d12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclotetracosane 336 C24H48 000297-03-0 90
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 87

388 C19H33F502
438 C20H33F702
402 C20H35F502

006222-07-7 87
006385-15-5 87
959218-78-1 81

3 Pentafluoropropionic acid. hexad...
4 Heptafluorobutvric acid. hexadec...
5 Pentafluoropropionic acid, hepta...

Abundance Scan 3208 (22.133 min): BG033091.D (-3201) (-) m/z 57.10 100.00%
57
83
5000 111
l139 177 207 267 355 21.80 22.00 22.20 22.40
ob——L S D A A m/z 43.05 87.42%
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43 83
5000 TT [T T I T[T T T T[T T T T [TTTT]
111 21.80 22.00 22.20 22.40
m/z 55.05 86.16%
0 “ |6 ‘H‘ ! ‘L‘ |1%9 167 196 224 250 279 308 336
e B e e e e e T e LA o s o o e
m/z--> 50 100 150 200 250 300 350
Abundance
55
83 it S A e
21.80 22.00 22.20 22.40
5000 m/z 83.05 69.04%
29 111
139 167 294
O L o e e e e o L e e s o s s o o L
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57 21.80 22.00 22.20 22.40
97 m/z 97.05 68.12%
5000
125
29
oL e L 154 177196 224 551260 370
e L e e e LA e e s e o NN e o
m/z--> 50 100 150 200 250 300 350 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
Data File : BG033091.D

Acq On : 12 Mar 2018 16:10

Operator : SJ/JU

Sample - J1869-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
unknown8 .42 8.42 62.7 ng 811741 1 8.91 258922 20.0
Cyclotetracosane 22 .13 2.7 ng 94391 5 22.60 703042 20.0
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