LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070618\
Data File : BF107183.D

Aca On : 6 Jul 2018 19:53

Operator : JU/SJ

Sample = J3854-03

Misc :

ALS Vial : 18 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
1 5.184 480 484 503 rBB 139675 178975 14.02% 1.238%
2 5.589 548 553 584 rVB 1224359 1156516 90.61% 7.999%
3 6.595 718 724 741 rBV 1049486 1191294 93.33% 8.240%
4 6.725 741 746 751 rBVY 1300207 1163380 91.14% 8.047%
5 6.942 779 783 790 rBB 397213 349388 27.37% 2.417%
6 7.101 805 810 823 rBB 1090713 941859 73.79% 6.515%
7 7.513 874 880 897 rBV 783455 747186 58.54% 5.168%
8 8.230 997 1002 1025 rVB 428161 445949 34.94% 3.084%
9 9.301 1178 1184 1192 rBV 1437482 1276428 100.00% 8.829%
10 9.695 1245 1251 1260 rBB 189817 174589 13.68% 1.208%

11 9.989 1294 1301 1311 rVB 463287 441135 34.56% 3.051%
12 10.783 1430 1436 1448 rBvV 712997 671454 52 .60% 4.644%
13 11.483 1550 1555 1565 rBV2 434781 462194 36.21% 3.197%
14 12.701 1757 1762 1770 rBV 198347 172820 13.54% 1.195%
15 12.930 1795 1801 1807 rBV 192339 203136 15.91% 1.405%

16 13.065 1815 1824 1834 rBV 1273773 1175888 92.12% 8.133%
17 13.260 1850 1857 1865 rBV2 37231 65848 5.16% 0.455%
18 13.607 1914 1916 1936 rBVS8 13664 67154 5.26% 0.464%
19 13.942 1969 1973 1999 rBV5 74006 137495 10.77% 0.951%
20 14.136 1999 2006 2022 rBV2 530978 776360 60.82% 5.370%

21 14.959 2076 2146 2185 rBV2 35421 473089 37.06% 3.272%
22 15.212 2185 2189 2205 rVB2 101342 252621 19.79%% 1.747%
23 15.324 2206 2208 2231 rVB4 26270 59152 4.63% 0.409%
24 15.536 2240 2244 2251 rBV 51075 67554 5.29% 0.467%
25 15.601 2251 2255 2262 rVV 77557 133931 10.49% 0.926%

26 15.671 2262 2267 2382 rVB 269378 804358 63.02% 5.563%
27 16.377 2383 2387 2459 rVB9 42158 222384 17.42% 1.538%
28 16.830 2459 2464 2529 rVB4 44444 165470 12.96% 1.145%
29 17.248 2529 2535 2613 rVB3 33308 65521 5.13% 0.453%
30 17.730 2613 2617 2827 rVB 29325 414684 32.49% 2.868%

Sum of corrected areas: 14457812
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107183.D

Aca On : 6 Jul 2018 19:53

Operator : JU/SJ

Sample = J3854-03

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: RTEINT.P

Abundance TIC: BF107183.D
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1400000 9|30

1200000
1000000

800000 10.78

600000

8.23 9.99 11.48
400000

200000 9.70 12,70 12.93

A O . _ .

T T T T ™
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF107183.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107183.D

Aca On : 6 Jul 2018 19:53

Operator : JU/SJ

Sample = J3854-03

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: RTEINT.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 2

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

5.18 10.25 ng 178975 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (5.178 min): BF107183.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R LS S LR
83.0 | 480 5.00 520 5.40 5.60
o) R ¥ EMISSSOY P | RS MU S m/z 59.00 59.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S R L IR
59.0 480 500 520 540 5.60
m/z 101.10 18.83%
31.0 101.0
0"'l“"|“'“N“'“U“"|“"|“"|“"F%q'|”"”“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 5.60
0
5000 5.0 m/z 58.00 14.91%
15.0 310 630 101.0
e S S S SULIULS SURIIL IS IULILS IULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e e
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.91%
57.0
5000
20.0 101.0
0 180 | 1l 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107183.D

Aca On : 6 Jul 2018 19:53

Operator : JU/SJ

Sample = J3854-03

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: RTEINT.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.54 ng 137495 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 87
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 70
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 70
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 62
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 62
Abundance Scan 1973 (13.942 min): BF107183.D (-1969) (-) m/z 57.00 100.00%
57.0
226.1
5000
1991 1710 1990 1s || 1360 1360 1400 1020
0 : m/z 226.10 71.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72491: Cyclohexadecane
55.0 83.0

-

5000
13.60 13.80 14.00 14.20

m/z 43.05 67 .66%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e e  Emaa
83.0 13.60 13.80 14.00 14.20
5000 m/z 55.00 64 .96%

111.0
139.0 168.0 196.0 2270 g0

29.0

r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester B e EEEmem)

57.0 13.60 13.80 14.00 14.20
0
83.0 m/z 83.10 56.50%
h NMV]\,\/V‘/‘

29.0

e e L B e o e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107183.D

Aca On : 6 Jul 2018 19:53

Operator : JU/SJ

Sample = J3854-03

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: RTEINT.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 3 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14 .96 11.76 ng 473089 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 60
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 49
3 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 49
4 1.4-Hexadiene. 3.3.5-trimethvl- 124 C9H16 074753-00-7 49
5 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 49
Abundance Scan 2146 (14.959 min): BF107183.D (-2076) (-) m/z 69.05 100.00%
64.0
5000
h 14,60 14.80 15.00 15.20
[ e m/z 81.05 50.72%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
5000 LU BN U I
14.60 14.80 15.00 15.20
m/z 41.00 23.67%
28. ‘ 123.0
0 ..‘. ‘.“,“.‘l“:‘ .‘Hl“‘. T ‘I .1?7.'(?,.... e
miz--> 0 50 100 150 200 250 300 350 400
Abundance
69.0
14,60 14.80 15.00 15.20
5000 m/z 68.00 17 .54%
137.0
o 29.0 105.0 191.0 231.0 273.0 341.0 410.0
miz--> 0 §0 160 1éo 260 250 360 3%0 460
Abundance #21954: Cyclopentane, bromo- L L L L L BN B
69.0 14.60 14.80 15.00 15.20
m/z 95.10 14 .98%
5000
27.
o Lﬂ‘J . 106.0 148.0
HELELEE SRS SR UL SRR S SURLELL SR S LRI B U I
miz--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107183.D

Aca On : 6 Jul 2018 19:53

Operator : JU/SJ

Sample = J3854-03

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: RTEINT.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 2,4,5,5,8a-Pentamethyl-6,7,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.38 5.53 ng 222384 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 60
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 43
6-(2-Fluoro-phenvl)-5-nitro-pipe... 238 C11H11FN203 1000275-16-4 43
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
5 Propenamide, 3-(3,4-dimethoxyphe... 313 C18H19NO4 339165-72-9 32
Abundance Scan 2388 (16.383 min): BF107183.D (-2383) (-) m/z 191.15 100.00%
191.2
5000 95.1123.1
235.1 . UL B AR N
285.2 383.3 16.00 16.20 16.40 16.60 16.80
0 m/z 177.15 59.94%
m/z--> 50 100 150 200 250 300 350
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 AR SRR SRR BN
16.00 16.20 16.40 16.60 16.80
43.0 9.0 m/z 95.10 46 .35%
" 91.0 1 1_ ‘
O..‘.‘l“..“““‘““‘.“.‘. —— T
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
16.00 16.20 16.40 16.60 16.80
5000{ 430 m/z 109.10 45 _.52%
123.0
95.0 163.0
L L W L B UL
m/z--> 50 100 150 200 250 300 350
Abundance #80627: 6-(2-Fluoro-phenyl)-5-nitro-piperidin-2-one A EEaEE B
191.0 16.00 16.20 16.40 16.60 16.80
m/z 123.10 44 _59%
5000
122.0 162.0
ol 830, [ H w0 -
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107183.D

Aca On : 6 Jul 2018 19:53

Operator : JU/SJ

Sample = J3854-03

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: RTEINT.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 unknownl6.83 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.83 4.11 ng 165470 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehv... 191 C9H6FN30 051306-43-5 49
2 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 45
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 45
4 A(1H)-Pteridinone. 2-amino-6.7-d... 191 C8H9N50 000611-55-2 43
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 43
Abundance Scan 2464 (16.830 min): BF107183.D (-2459) (-) m/z 191.15 100.00%
194.2
5000 95.0
37.1 AR BN B SURRLR B
43.0 2051  279.0 397.4 16.60 16.80 17.00 17.20
0! m/z 95.05 39.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0
109.0
5000 LR SN B SULSLN B
1660 16,80 17.00 1720
75-F m/z 81.00 29.12%
0....|... ....|... e L aan o S
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
" 16.60 16.80 17.00 17.20
5000 m/z 109.10 25.41%
41.0
o-—r——rr-rr—r——
m/z--> 50 100 150 200 250 300 350 400
Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) RS REEEs o
191.0 16.60 16.80 17.00 17.20
m/z 123.10 23.37%
5000 570
93.0 149.0
0 \}I\‘\J‘H‘“\Hl JI\MI\II“I‘I\IJI\{IIII ——r— T B e B B
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070618\
Data File : BF107183.D

Acq On : 6 Jul 2018 19:53

Operator : JU/SJ

Sample - J3854-03

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: RTEINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 10.3 ng 178975 1 6.94 349388 20.0
Cyclohexadecane 13.94 3.5 ng 137495 5 14.14 776360 20.0
1,5,9-Undecatrien... 14.96 11.8 ng 473089 6 15.67 804358 20.0
2,4,5,5,8a-Pentam... 16.38 5.5 ng 222384 6 15.67 804358 20.0
unknownl16 .83 16.83 4.1 ng 165470 6 15.67 804358 20.0
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