LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107135.D

Aca On 5 Jul 2018 19:04

Operator : JU/SJ

Sample : J3853-02

Misc :

ALS Vial : 21 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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

5.184 480 484 495 rBvV 105928 124646 11.71% 1.266%
5.590 550 553 568 rBvV 890227 926714 87.06% 9.415%
rBv 957539 946771 88.94% 9.619%
6.725 742 746 750 rBV 1064772 967243 90.87% 9.827%
6.948 780 784 788 rBV 397915 318793 29.95% 3.239%
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7.101 806 810 814 rBvV 825855 757964 71.21% 7.701%
7.513 875 880 883 rBvV 644632 581755 54.65% 5.911%
rBv 447530 407936 38.32% 4.145%
9.301 1180 1184 1193 rBV 1161862 1064475 100.00% 10.815%
9.695 1248 1251 1260 rVB 178327 147350 13.84% 1.497%
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11 9.989 1297 1301 1308 rBB2 494143 440458 41.38% 4_475%
12 10.789 1433 1437 1447 rBV 664848 638931 60.02% 6.491%
13 11.483 1552 1555 1562 rBV 440287 410917 38.60% 4._.175%

14 11.689 1584 1590 1595 rBV 8318 11239 1.06% 0.114%
15 12.866 1786 1790 1793 rBV 19623 18097 1.70% 0.184%
16 13.066 1820 1824 1828 rBV 1088029 951580 89.39% 9.668%
17 13.272 1854 1859 1861 rBV2 15290 16588 1.56% 0.169%
18 13.571 1907 1910 1914 rVVv3 17237 15504 1.46% 0.158%
19 13.613 1914 1917 1919 rVB 26467 21609 2.03% 0.220%

20 13.942 1970 1973 1979 rBV 102689 125294 11.77% 1.273%

21 14.142 2003 2007 2011 rBV 435655 430091 40.40% 4 _370%

22 14.266 2025 2028 2030 rVB 25123 23490 2.21% 0.239%
23 14.571 2078 2080 2086 rBV 24544 33326 3.13% 0.339%
24 14.889 2132 2134 2138 rVB2 23515 26374 2.48% 0.268%
25 14.966 2145 2147 2152 rVB 88894 93424 8.78% 0.949%

26 15.677 2264 2268 2275 rBV2 244758 342126 32.14% 3.476%

Sum of corrected areas: 9842695
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107135.D

Aca On : 5 Jul 2018 19:04

Operator : JU/SJ

Sample = J3853-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107135.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107135.D

Aca On : 5 Jul 2018 19:04

Operator : JU/SJ

Sample = J3853-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3

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

5.18 7.82 ng 124646 1,4-Dichlorobenzene-d4 6.95
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 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (5.178 min): BF107135.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R LS S LR
| 830 | 480 5.00 520 5.40 5.60
e o T T m/z 59.00 60.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 5.00 520 540 5.60
0
150 a0 1010 m/z 101.10 19.87%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 480 500 520 540 560
5000 m/z 58.00 15.34%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R E s
54.0 480 5.00 520 5.40 5.60
m/z 41.00 9.14%
5000 41.0
31.0
‘ 69.0 870
15.0 M‘ L1500 98.0
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107135.D

Aca On : 5 Jul 2018 19:04

Operator : JU/SJ

Sample = J3853-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 60.68 ng 967243 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 745 (6.719 min): BF107135.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0

6.40 6.60 6.80 7.00
m/z 68.00 43_.47%

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 A
5000 LI LI L L L L L L L L |
6.40 6.60 6.80 7.00
0
310 51.0 m/z 134.00 31.62%
SN RN (NSRS NOU NSNS | SRR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
T T
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.73%
104.0
66.0
140 27.0 39.0 510 7.0 890 115.0
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- L e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.45%
5000

63.0
15.0 280 390 520 m 770 999 10401160

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107135.D

Aca On : 5 Jul 2018 19:04

Operator : JU/SJ

Sample = J3853-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

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

13.94 5.83 ng 125294 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 91

2 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 90
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90

4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 90
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 90

Abundance Scan 1973 (13.942 min): BF107135.D (-1970) (-) m/z 57.10 100.00%
57.1

353

5000
111.1 W o
l | 2001 5911 13.60 13.80 14.00 14.20
e st m/z 43.00 70.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 T[T I T[T rr[rrrrrrror
111.0 13.60 13.80 14.00 14.20
m/z 55.00 62.44%
A ‘ I 1690 2330
] \m IR N
e S MMM N—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R B
13.60 13.80 14.00 14.20
5000 m/z 83.10 60.09%
111.0
167.0 222.0 278.0 334.0 390.0  476.0 622.0
T T ] T AT e e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R EEE s
57.0 13.60 13.80 14.00 14.20
m/z 97.10 51.87%
5000
111.0
‘ 196.0
ST S S e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107135.D

Aca On : 5 Jul 2018 19:04

Operator : JU/SJ

Sample = J3853-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.97 5.46 ng 93424 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
Abundance Scan 2148 (14.971 min): BF107135.D (-2145) (-) m/z 69.05 100.00%
69.0
5000 “J,\-V,Mvv,,J{~\Nd,,\h,M_,
AN U AU B
137.1 14.60 14.80 15.00 15.20
07.
.?9.10,-'.' P 1ot 2181 25902061 3412 TGy 05 54,65
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000 L LI UL BURLL LIS
14.60 14.80 15.00 15.20
1 m/z 41.00 19.74%
390, | | \\ 5 ‘u 161.0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15.20
5000 m/z 95.10 12.66%
137.0
29.0 107.0 192.0  247.0 316.0
mz-> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol B B
69.0 14.60 14.80 15.00 15.20
m/z 68.05 11.13%
- AWL%/V
137.0
.?%?.J e hAGRGh Dt
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070518\
Data File : BF107135.D

Acq On 5 Jul 2018 19:04

Operator : JU/SJ

Sample - J3853-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.18 7.8 ng 124646 1 6.95 318793 20.0
unknown6 .72 6.72 60.7 ng 967243 1 6.95 318793 20.0
Heptadecyl heptaf... 13.94 5.8 ng 125294 5 14.14 430091 20.0
Squalene 14.97 5.5 ng 93424 6 15.68 342126 20.0
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