LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104245.D
Aca On : 5 Apr 2018 00:05 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
a?ggle - J2203-01 FK-BPM-01-D02-D02A-E02-E02A
ALS Vial : 23 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 F\METHODS\8270-BF032818.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 2.275 27 32 41 rVB 89102 129329 4.63% 0.588%
2 5.187 524 527 535 rBV 59200 102108 3.65% 0.464%
3 5.587 592 595 627 rBV 733793 1942334 69.48% 8.832%
4 6.592 762 766 785 rBV 930927 2105424 75.32% 9.574%
5 6.722 785 788 824 rVV 1524886 2795399 100.00% 12.711%
6 6.951 824 827 849 rVvV 276778 731318 26.16% 3.326%
7 7.104 849 853 885 rVB 1335330 1935962 69.26% 8.803%
8 7.516 920 923 946 rBV 628513 1351502 48.35% 6.146%
9 8.234 1041 1045 1070 rBV 499651 916532 32.79% 4.168%
10 9.304 1223 1227 1243 rBvV 1988331 2694156 96.38% 12.251%
11 9.698 1287 1294 1299 rBV 128835 179144 6.41% 0.815%
12 9.892 1323 1327 1330 rBV 61041 50527 1.81% 0.230%
13 9.986 1339 1343 1362 rBV 879127 1018647 36.44% 4.632%
14 10.392 1409 1412 1415 rBvV 78298 55380 1.98% 0.252%

15 10.786 1475 1479 1490 rBV 967486 1399564 50.07% 6.364%

16 10.863 1490 1492 1506 rVB 78394 125546 4._.49% 0.571%
17 11.486 1594 1598 1619 rBV 599351 904096 32.34% 4.111%

18 12.863 1829 1832 1836 rBvV 51332 48345 1.73% 0.220%
19 13.063 1863 1866 1887 rBY 1735504 2055085 73.52% 9.345%
20 13.568 1949 1952 1955 rVB 40002 32147 1.15% 0.146%
21 13.939 2011 2015 2020 rBV 61179 66663 2.38% 0.303%
22 14.139 2045 2049 2066 rBV 477468 681370 24.37% 3.098%
23 14.962 2186 2189 2194 rVB 85659 86918 3.11% 0.395%
24 15.674 2305 2310 2325 rVV 304043 554511 19.84% 2.522%
25 16.086 2377 2380 2384 rVB4 22070 29186 1.04% 0.133%
Sum of corrected areas: 21991193
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104245.D

Aca On : 5 Apr 2018 00:05

Operator : JU/SJ

ﬁ?gg le : J2203-01 FK-BPM-01-D02-D02A-E02-E02A
ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104245.D
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1000000 6.59
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Abundance TIC: BF104245.D

13.06

1500000

10.79
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98 10.39 0.86 12.86 13.57
e T e T

O~ e A o

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 13.50
Abundance TIC: BF104245.D

1500000

1000000

500000 14.14

15.67

14.96
13.94 A 16.09

e T B i e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104245.D

Aca On : 5 Apr 2018 00:05

Operator : JU/SJ

3?22 le J2203-01 FK-BPM-01-D02-D02A-E02-E02A
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.28 3.54 ng 129329 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 33 (2.281 min): BF104245.D (-27) (-) m/z 73.10 100.00%
7B
5000
a3 87
| 2.202.302.402.502.602.70
O e bl e el b e e || M/ 43.00  30.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 2.202.302.402.50 2.602.70
55 87 m/z 87.10 26.49%
0 ?9 35 ‘M‘\ ‘ 67 1] 80
RSN IO UL UL SV SULIULE SURIUL UL UL B B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
41 55 87 2.202.302.402.50 2.602.70
5000 m/z 55.00 24 .31%
29
15 67 97
I R RS RN RS AN IR IS LR RARSS RS RARAS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
5 73 2.202.302.402.502.602.70
m/z 41.05 12_.09%
5000
43
. el er ] ss o7 s
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.202.302.402.502.602.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104245.D

Aca On : 5 Apr 2018 00:05

Operator : JU/SJ

Sample : J2203-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 5

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

5.19 2.79 ng 102108 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 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hvdroxyvy-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 528 (5.193 min): BF104245.D (-524) (-) 43.00 100.00%
43
59
5000
101 At s
51 83 480 500 520 540 560
O e B I L e B m/z 59.00 63.85%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRS RN R L
59 480 5.00 520 540 5.60
m/z 101.00 23.28%
15 31 101
0 | 25 7 37, 53 83
R I I U LSS I IS UM IV UL S
m/z--> 10 40 50 70 80 90 100 110
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 18.80%
29 101
Obrrro g SBT3 83 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime L o o o
43 480 5.00 5.20 5.40 5.60
m/z 41.10 10.99%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 1'0 ' ' 4'0 5'0 ' 7'0 8|0 9'0 1(')0 11'0 4.80 5.00 5.20 5.40 5.60

8270-BF032818.M Thu Apr 05 15:44:49 2018

FK-BPM-01-D02-D02A-E02-E02A

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104245.D

Aca On : 5 Apr 2018 00:05

Operator : JU/SJ

3?22 le J2203-01 FK-BPM-01-D02-D02A-E02-E02A
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 3 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 76.45 ng 2795400 1,4-Dichlorobenzene-d4 6.95
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 788 (6.722 min): BF104245.D (-785) (-) m/z 132.00 100.00%
5000 68 K\\__
6 6.40 6.60 6.80 7.00
40 54 75 104 . . . .
Obrr ey e Ol 87 L gt us 0 Tm/z 68.10  38.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
67 K\__

5000 e T ey
a1 97 6.40 6.60 6.80 7.00

53 117 m/z 134.00 33.11%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

o

132

I EEm LT AEamE
69 104 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.98%
78
31 28 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 96.00 14 .83%
5000
104
51 66 77
ol 14 27 3744° 58 | ' 89 907 | 115 \
B L e AR R e B L i R
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:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104245.D

Aca On : 5 Apr 2018 00:05

Operator : JU/SJ

3?22 le J2203-01 FK-BPM-01-D02-D02A-E02-E02A
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.86 2.78 ng 125546 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 10-Methvlnonadecane 282 C20H42 056862-62-5 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 1492 (10.863 min): BF104245.D (-1490) (-) m/z 57.05 100.00%
57
5000 85
4
140 205 10.60 10.80 11.00 11.20
0...,....',\... 170 250 Bl "m/z 71.05 70.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57
85
5000 AN SR UL UM SR
4 10. 60 10 80 11.00 11.20
m/z 43.10 64 .43%
o5 L] - 1%3‘\141 169 197 240
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
o 10,60 10.80 11,00 11.20
5000 a m/z 85.05 46 .85%

154

o 113 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #117637: Nonadecane R
10.60 10.80 11.00 11.20

m/z 41.00 30.88%

5000 4

113 141 169 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 60 10 80 11. 00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104245.D

Aca On : 5 Apr 2018 00:05

Operator : JU/SJ

3?22 le J2203-01 FK-BPM-01-D02-D02A-E02-E02A
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 6 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.96 3.13 ng 86918 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 trans-Farnesol 222 C15H260 000106-28-5 59
Abundance Scan 2189 (14.962 min): BF104245.D (-2186) (-) m/z 69.10 100.00%
69
5000 *~ukww,v‘h,.\J
4 95 AR A A
137 14.60 14.80 15.00 15.20
189
ol .‘,u.' ad dgg et 190 83 3 "m/z 81.00  52.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69 Mdemuwwvj
5000 UL A SN S
a1 14.60 14.80 15.00 15.20
m/z 41.05 22 .73%
9% 137
ol 4 .““,W.”. LT N L YT B—
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14:60 14.80 15.00 15.20
5000 m/z 95.10 14 _.25%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- e o L o N
69 14.60 14.80 15.00 15.20
m/z 68.00 11.84%
41
5000
ol L ‘,,U‘I‘Jqlgll, o1 205 28
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:\HPCHEM1\BNA_ F\DATA\BF040418\

Data File : BF104245.D

Acq On : 5 Apr 2018 00:05

Operator : JU/SJ

3?22 le - J2203-01 FK-BPM-01-D02-D02A-E02-E02A
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Butane, 2-methoxy... 2.28 3.5 ng 129329 1 6.95 731318 20.0
2-Pentanone, 4-hy... 5.19 2.8 ng 102108 1 6.95 731318 20.0
unknown6 .72 6.72 76.5 ng 2795400 1 6.95 731318 20.0
Heptadecane 10.86 2.8 ng 125546 4 11.49 904096 20.0
Squalene 14.96 3.1 ng 86918 6 15.67 554511 20.0
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