LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

Data File : BF116357.D

Aca On : 17 Aug 2019 15:11 Instrument :
Operator : HP/JU BNA_F

Sample  : K4391-02 it
Misc i N-WALL-2

ALS Vial : 11 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-BF073019.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 5.434 566 569 605 rBY 1468959 1910783 90.48% 8.921%
2 6.445 738 741 761 rBVY 1730797 2111765 100.00% 9.859%
3 6.581 761 764 772 rVB 2300853 2047489 96.96% 9.559%
4 6.810 800 803 813 rBV 834000 777497 36.82% 3.630%
5 6.963 826 829 850 rBVY 1656072 1560514 73.90% 7.286%
6 7.375 895 899 924 rBVY 1115821 1304962 61.79% 6.092%
7 8.086 1017 1020 1044 rBV 963822 1030700 48.81% 4.812%
8 9.157 1199 1202 1214 rBvV 2189022 2037273 96.47% 9.511%
9 9.557 1267 1270 1284 rBV 152357 157466 7.46% 0.735%
10 9.839 1315 1318 1333 rBvV 1432038 1193249 56.50% 5.571%

11 10.627 1449 1452 1469 rBV 1248600 1373420 65.04% 6.412%
12 11.327 1567 1571 1580 rBV 1284334 1206706 57.14% 5.634%
13 11.392 1580 1582 1587 rVB2 28762 31861 1.51% 0.149%
14 11.851 1657 1660 1673 rBV2 79611 129151 6.12% 0.603%
15 12.904 1835 1839 1849 rBV 2144309 1860860 88.12% 8.688%

16 13.792 1986 1990 2007 rBvV2 125739 299285 14.17% 1.397%
17 13.968 2017 2020 2032 rBV 951223 970918 45.98% 4 _.533%

18 14.415 2092 2096 2098 rBvV 29455 30083 1.42% 0.140%
19 14.715 2143 2147 2150 rBvV 35293 34888 1.65% 0.163%
20 14.786 2155 2159 2163 rBV 391108 351625 16.65% 1.642%
21 15.039 2197 2202 2205 rBV 45398 48996 2.32% 0.229%
22 15.421 2259 2267 2285 rVB 541369 862734 40.85% 4.028%
23 15.821 2330 2335 2341 rBV 37783 55221 2.61% 0.258%
24 16.304 2412 2417 2421 rBV2 20207 31934 1.51% 0.149%
Sum of corrected areas: 21419380
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116357.D

Aca On 17 Aug 2019 15:11

Operator : HP/JU

Sample : K4391-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116357.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116357.D

Aca On 17 Aug 2019 15:11

Operator : HP/JU

Sample : K4391-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.58 Concentration Rank 1

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

6.58 52.67 ng 2047490 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 764 (6.581 min): BF116357.D (-761) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
o |7 er | sus o Wiz 68.00  AL.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR S RS AL R
97 6.20 6.40 6.60 6.80 7.00
2 17 m/z 134.00 32.64%
0....|.... ‘.“l‘.‘.“l‘ .8.8..|1.0.6..|... e
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 AR ARERE N SR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .97%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16 .50%
5000 og M°
o -‘-“‘. 89 | gor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116357.D

Aca On 17 Aug 2019 15:11

Operator : HP/JU

Sample : K4391-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.14 ng 129151 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Oxalic acid. allvl tetradecvl ester 326 C19H3404 1000309-24-2 18
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 18
Abundance Scan 1660 (11.851 min): BF116357.D (-1657) (-) m/z 73.00 100.00%
43 60 B
5000 129
85
d\ 8n51mmﬂm%%m 256 11.60 11.80 12.00 12.20
o} m/z 42.95 80.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LR S BRI LI B
nmnmnmnm
0
) ‘ 417 171105 713 m/z 60.00 77.82%
[o)] I— ;\”HIH I\l k‘.
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
N
11feo 11!80 12foo 12!20
5000( o 129 m/z 40.95 65.05%
87 242
143 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 1&0 1é0 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid R T
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 62.35%
5000 129
; 185 228
01115 | 1435171
0 “ ‘\ " ‘H“ |T||}||||| |“|‘|||‘||fl-|5|7|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116357.D

Aca On 17 Aug 2019 15:11

Operator : HP/JU

Sample : K4391-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.
13.79 6.16 ng 299285 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 l1l-Hexacosanol 382 C26H540 000506-52-5 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 1990 (13.792 min): BF116357.D (-1986) (-) m/z 57.00 100.00%
5000
111
LLi l [0 - 13040 1360 1380 14,00 1470
Oyl b e m/z 43.00 86.36%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 A AR S SN I
111 1340 13.60 13.80 14.00 14.20
29 m/z 83.00 83.54%
il

0 [ . ‘\ \‘\ \‘\ - 210 23\8 283 434
e ,,,,,
m/iz--> 0 50 200 250 300 350 400
Abundance

43

13.40 13.60 13.80 14.00 14.20

5000 83 m/z 55.00 80.10%
18 111
o 139 168 196 224 252 278 308 336 364
I L o o o e e S BILA i e o e o B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R R e o o R R
57 13. 40 13. 60 13. 80 14. OO 14. 20

m/z 69.00 71.27%

97
5000
29 125
ol b 4 ‘ \‘L (154 182 210 238 283 384

m/z--> 0 50 100 150 200 250 300 350 400 13. 40 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116357.D

Aca On 17 Aug 2019 15:11

Operator : HP/JU

Sample : K4391-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3

R.T. EstConc Area Relative to ISTD R.T.
14.79 8.15ng 351625  Perylene-diz 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91

300 C13H17F502
208 C14H240

1000352-63-1 72
125529-10-4 72

3 (.+/-.)-Lavandulol. pentafluorop...
4 7.11-Dimethvldodeca-2.6.10-trien...

5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2160 (14.792 min): BF116357.D (-2155) (-) m/z 69.00 100.00%
69
5000
41 95 o
[ 137 14.40 14.60 14.80 15.00 15.20
163 203 ' : : : :
ob b da g A 103 203231 273 341367 “pgo @100 52.31%
miz--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LA L L L L L L L L LB
14.40 14.60 14.80 15.00 15.20
41 o 137 m/z 41.00 22 .28%
o 116 163 191 217 245 273 299 341367 410
I T = AT e e e
miz--> 50 100 150 200 250 300 350 400
Abundance
69
R L A T e
14.40 14.60 14.80 15.00 15.20
soool 4L m/z 95.00 14.69%
9% 137
o 161 191 217 273299 341367 410
o e = = B
miz--> 50 100 150 200 250 300 350 400
Abundance #144117: (.+/-.)-Lavandulol, pentafluoropropionate S R ma s L SRS
o 14.40 14.60 14.80 15.00 15.20
93 119 m/z 68.00 11.66%
5000 4l
47
o154 \.H\t |\ e | L A7 2D 2w o D | W
miz--> 50 100 150 200 250 300 350 400 14/40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081719\
Data File : BF116357.D

Acq On 17 Aug 2019 15:11

Operator : HP/JU

Sample - K4391-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6 .58 6.58 52.7 ng 2047490 1 6.81 777497 20.0
n-Hexadecanoic acid 11.85 2.1 ng 129151 4 11.33 1206710 20.0
Heptadecyl heptaf... 13.79 6.2 ng 299285 5 13.97 970918 20.0
Squalene 14.79 8.2 ng 351625 6 15.43 862734 20.0
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