LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091818\

Data File : BF109122.D

Aca On : 19 Sep 2018 3:48 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4930-06 UG el

Mi X 091318-DBRI-E-D-M
isc :

ALS Vial : 30 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-BF091418 .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 4.901 433 436 442 rBV 145318 148720 4._.42% 0.695%
2 5.325 504 508 512 rBVY 1191326 1058370 31.46% 4._.947%
3 6.348 678 682 694 rBV2 881817 771075 22.92% 3.604%
4 6.490 702 706 709 rBVY 2134339 1833266 54.50% 8.570%
5 6.719 742 745 749 rBV 878861 692913 20.60% 3.239%

6.878 768 772 775 rBV 2925452 2510696 74.63% 11.737%
7.284 835 841 844 rBV 2138037 2022963 60.13% 9.457%
8.001 959 963 967 rBV 966625 803623 23.89% 3.757%
9.078 1142 1146 1150 rBV 3515511 3364058 100.00% 15.726%
9.472 1209 1213 1219 rBV 213516 186245 5.54% 0.871%

=
QO ~NO®

11 9.754 1257 1261 1264 rBV 878241 802450 23.85% 3.751%
12 10.536 1390 1394 1406 rBV 1368700 1245205 37.01% 5.821%
13 11.230 1508 1512 1515 rBV 839595 722583 21.48% 3.378%
14 12.813 1776 1781 1784 rBV 3410145 3177053 94.44% 14.852%
15 13.719 1931 1935 1948 rBV2 88711 145293 4._.32% 0.679%

16 13.854 1954 1958 1962 rBV 1011009 858271 25.51% 4.012%

17 14.636 2088 2091 2096 rBvV 36448 36786 1.09% 0.172%
18 14.707 2100 2103 2107 rVvVv 75734 71230 2.12% 0.333%
19 14.954 2141 2145 2149 rBvV 49562 58418 1.74% 0.273%
20 15.260 2192 2197 2202 rBV 606682 692139 20.57% 3.235%
21 15.313 2202 2206 2211 rVB 55426 76071 2.26% 0.356%
22 15.713 2270 2274 2279 rBV 45971 61920 1.84% 0.289%
23 16.183 2349 2354 2358 rBV2 30412 52779 1.57% 0.247%
Sum of corrected areas: 21392127
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109122.D

Aca On : 19 Sep 2018 3:48

Operator : JU/SJ

ﬁ?ggle i J4930-06 091318-DBRI-E-D-M
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
3500000 TIC: BF109122.D

3000000 6.88

2500000
6.49 7.28
2000000

1500000
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500000
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Abundance : .
3500000 TIC: BF109122.D

3000000

2500000

2000000

1500000 10.54

1000000] 8:00 9.75 11.23
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Abundance : .
3500000 TIC: BF109122.D
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2000000

1500000
1000000 1385
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109122.D

Aca On : 19 Sep 2018 3:48

Operator : JU/SJ

ﬁ?ggle i J4930-06 091318-DBRI-E-D-M
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 4.29 ng 148720 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 3-Hexanol 102 C6H140 000623-37-0 28
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 436 (4.901 min): BF109122.D (-433) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
4.60 4.80 5.00 5.20
83.0
0...,....,....,....','::.?,1'.0.-:!,....,....,.-...,...:,|....,. m/z 59.10 56.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UEBE A SRR RN AR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 21.77%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.00 13.73%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime E e A R
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.06%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109122.D

Aca On : 19 Sep 2018 3:48

Operator : JU/SJ

ﬁ?ggle i J4930-06 091318-DBRI-E-D-M
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2 unknown6.49 Concentration Rank 2

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

6.49 52.91 ng 1833270 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 706 (6.490 min): BF109122.D (-702) (-) m/z 132.00 100.00%
13%.0
5000 68.0
40 540 0 s | o o ok ik
01 L L e S S B B I o m/z 68.05 40.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS S R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 33.21%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 o ko ko
5000 980 1160 m/z 66.10 25.74%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- — e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.24%
117.0
5000
91.0
T, Lo
0|'“"f'“M'NH'”M"”'lw"hl'“‘w""l""l"" RSN R R A
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109122.D

Aca On : 19 Sep 2018 3:48

Operator : JU/SJ

ﬁ?ggle i J4930-06 091318-DBRI-E-D-M
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 4 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.39 ng 145293 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 90
Abundance Scan 1935 (13.719 min): BF109122.D (-1931) (-) m/z 57.05 100.00%
57.0 83.1
. ’/LLAJL\JL
191 1670 2080 1o | 1340 1360 1350 1400
Ot : m/z 83.10 92 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
69.0
5000
13.40 13.60 13.80 14.00
1250 m/z 55.05 87 .65%
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene
43.0 97.0
I I I

69.0 IIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 43.00 86.87%
125.0
0l15.0 1l 154.0 182.0 210.0 238.0 266.0
e R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197885: Trichloroacetic acid, pentadecy! ester R B R B REEEEEa S
43.0 13.40 13.60 13.80 14.00
83.0 m/z 69.10 81.98%
o 139.0 1820 210.0
- IIIIIIIIIIIIIIIIIII

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109122.D

Aca On : 19 Sep 2018 3:48

Operator : JU/SJ

ﬁ?ggle i J4930-06 091318-DBRI-E-D-M
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 5 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.06 ng 71230 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 86
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
4 3-Cvclohexene-1-carboxaldehvde., ... 192 C13H200 052475-89-5 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 64
Abundance Scan 2104 (14.713 min): BF109122.D (-2100) (-) m/z 69.05 100.00%
69.0
5000 *_Q,\,,wn_,gnj
W
14.40 14.60 14.80 15.00
05,1 177 1
0...1-,-'.' HH' 2080 2820 m/z 81.05 51.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LR DAL UL UL RN
14.40 14.60 14.80 15.00
m/z 41.05 20.91%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
14.40 14.60 14.80 1500
5000 m/z 95.00 13.90%
137.0
02|7:0||l|| JIJHCI)SIIOIMIIIII:II'Q?OIIII ——r— ——r— T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79429: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- e  EaRmEamSTT
69.0 14.40 14.60 14.80 15.00
m/z 68.05 11.36%
5000
29.0
oLl \;\I\L,\Huﬂ ,“5370 a0 220
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109122.D

Aca On : 19 Sep 2018 3:48

Operator : JU/SJ

ﬁ?ggle i J4930-06 091318-DBRI-E-D-M
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 6 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.31 2.20 ng 76071 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2206 (15.313 min): BF109122.D (-2202) (-) m/z 57.05 100.00%

57.0
85.1
5000
314111601 2070 s 1500 15,20 1540 1560
o Al S 80 Tm/z 71.05 75.21%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR L BRI B BN

15.00 15.20 15.40 15.60
m/z 43.05 60.50%

29.0 113.0
. IJ]|LJJMNm%mmnmmw 296.0
el I e e LA s
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
R Rma A R
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 52.99%
113.0
o EWLIJW.‘MMWW 211.0239.0267.0295.0323.0 352.0
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane R B B B
57.0 15.00 15.20 15.40 15.60
m/z 99.10  23.46%
5000 85.0
29.0
e B e e e
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\

Data File : BF109122.D

Acq On : 19 Sep 2018 3:48

Operator : JU/SJ

3?22'6 i J4930-06 091318-DBRI-E-D-M
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_M
Quant Title : 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... 4._.90 4.3 ng 148720 1 6.72 692913 20.0
unknown6 .49 6.49 52.9 ng 1833270 1 6.72 692913 20.0
Trichloroacetic a... 13.72 3.4 ng 145293 5 13.85 858271 20.0
Squalene 14.71 2.1 ng 71230 6 15.26 692139 20.0
Heneicosane 15.31 2.2 ng 76071 6 15.26 692139 20.0
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