LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061118\
Data File : BF106310.D
Aca On 11 Jun 2018 22:16 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J3350-01 FK-BPM-02-006-ABCD
ALS Vial : 17 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-BF061118.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 5.201 482 487 495 rVB 362908 401132 10.49% 1.115%
2 5.590 548 553 556 rBY 3785612 3613544 94.49% 10.045%
3 6.590 717 723 726 rBVY 3604711 3702586 96.82% 10.293%
4 6.737 744 748 752 rBVY 3706401 3724349 97.38% 10.353%
5 6.972 784 788 791 rBVY 1553496 1245319 32.56% 3.462%
6 7.125 810 814 818 rVB 3159537 2898786 75.80% 8.058%
7 7.531 878 883 886 rBY 2673358 2408350 62.97% 6.695%
8 8.254 1002 1006 1009 rBV 1911461 1541139 40.30% 4.284%
9 9.325 1184 1188 1192 rVB 4168854 3824391 100.00% 10.631%
10 9.719 1251 1255 1257 rBV 452461 377543 9.87% 1.050%
11 9.931 1284 1291 1293 rBV 65291 63375 1.66% 0.176%
12 10.013 1301 1305 1308 rBVY 1847415 1569843 41.05% 4.364%
13 10.431 1373 1376 1379 rVB 111256 89971 2.35% 0.250%
14 10.648 1406 1413 1415 rBvV 35133 41454 1.08% 0.115%

15 10.801 1435 1439 1442 rBV 2599912 2284996 59.75% 6.352%

16 10.901 1453 1456 1461 rBV 112874 106519 2.79% 0.296%
17 11.348 1529 1532 1535 rBV 51368 44021 1.15% 0.122%
18 11.501 1554 1558 1561 rBV 1764948 1430822 37.41% 3.978%
19 12.007 1641 1644 1650 rBV 166189 179900 4._.70% 0.500%

20 12.795 1775 1778 1783 rBV3 38841 46283 1.21% 0.129%
21 12.972 1805 1808 1811 rVB 55982 46902 1.23% 0.130%
22 13.083 1823 1827 1831 rBV 3565838 3345297 87.47% 9.300%
23 13.648 1918 1923 1925 rBV2 28900 45077 1.18% 0.125%

24 13.966 1974 1977 1983 rBV 263443 258806 6.77% 0.719%
25 14.142 2004 2007 2011 rBV 1455886 1391317 36.38% 3.868%

26 14.295 2030 2033 2036 rVB 46741 43315 1.13% 0.120%
27 14.607 2083 2086 2091 rVB2 86717 103491 2.71% 0.288%
28 15.283 2198 2201 2203 rVB2 40212 42033 1.10% 0.117%

29 15.671 2262 2267 2274 rBV 865394 1101780 28.81% 3.063%

Sum of corrected areas: 35972341
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061118\

Data File : BF106310.D

Aca On 11 Jun 2018 22:16

Operator : JU/SJ

ﬁ?ggle i J3350-01 FK-BPM-02-006-ABCD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106310.D

4000000
5.59
6.58: 74

7.12

3000000
7.53

2000000
6.97

1000000

5.20

e T EEEERSEMEEEREE T - A

—T— — T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF106310.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061118\

Data File : BF106310.D

Aca On 11 Jun 2018 22:16

Operator : JU/SJ

ﬁ?ggle i J3350-01 FK-BPM-02-006-ABCD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.

5.20 6.44 ng 401132 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 487 (5.201 min): BF106310.D (-482) (-) m/z 42.95 100.00%
a3
59
5000
101 480 500 520 540 560
Ol S8 E | 59,00 55.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S U UL R
480 5.00 520 5.40 5.60
m/z 58.00 17.08%
15 31 101
o \ 25,7 37, 53, 83
miz--> N N A PPN
Abundance
59
480 500 520 540 560
5000 41 m/z 101.10 16.82%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e e
43 480 5.00 520 5.40 5.60
m/z 41.00 8.03%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061118\

Data File : BF106310.D

Aca On 11 Jun 2018 22:16

Operator : JU/SJ

ﬁ?ggle i J3350-01 FK-BPM-02-006-ABCD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 59.81 ng 3724350 1,4-Dichlorobenzene-d4 6.97
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.743 min): BF106310.D (-744) (-) m/z 131.95 100.00%
132
5000 68
40 o J 6.40 6.60 6.80 7.00
54 . . :
0 A8 e o W/z 68.10  39.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR S R
6.40 6.60 6.80 7.00
2 51 m/z 134.00 35.17%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 25.18%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S IR
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.79%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN § Y EN—
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061118\

Data File : BF106310.D

Aca On 11 Jun 2018 22:16

Operator : JU/SJ

ﬁ?ggle i J3350-01 FK-BPM-02-006-ABCD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.51 ng 179900 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
Abundance Scan 1645 (12.013 min): BF106310.D (-1641) (-) m/z 73.00 100.00%
43 60 B
5000 129
7 115 213
01 143071185 199 | 227,54, 256 11.60 11.80 12.00 12.20 12.40
o} m/z 43.00 84.23%
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 R ARRUARAR AR B
umnmnmnmnm
213 m/z 60.00 83.66%
0 i 143 BT 169
m/z--> 25"'25"'50"'50 100 120 140 160 180 200 220 240 260
Abundance
60 73
A
43 LN AR SN B
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 55.00 74 .38%
87 15 oh 214
101 143 157 185
O Rt S s T B B N .
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #95855: Pentadecanoic acid AL L e
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 57.05 73.62%
B /V\/\/\\/L’JL/\—M—‘*
OI  RRmasme Bt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106310.D

Aca On : 11 Jun 2018 22:16

Operator : JU/SJ

Sample - J3350-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1-Heneicosyl formate Concentration Rank 4

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

13.97 3.72 ng 258806 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1978 (13.971 min): BF106310.D (-1974) (-) m/z 57.00 100.00%
57
83
5000 111
13.60 13.80 14.00 14.20
3 139 163182 216235253 295 317 ' ; '
o — b A8 s e | m/z 43.00 77.03%
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57
5000 LA L L L L L L L LB B B
13.60 13.80 14.00 14.20
m/z 55.00 72.05%
o | ‘” ‘ L i 139“167 196 222 266 234 322340
— . T
m/z--> 50 OO 250 300 350
Abundance
57
83 NS
13.60 13.80 14.00 14.20
5000 11 m/z 83.10 71.94%
29 39
0 139 13182 210 H37255 356
e s T B e e AR B
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester L
57 83 13.60 13.80 14.00 14.20
m/z 71.10 61.60%
5000 1l
i H |
139 250
b ML 470 288 100 220 77 297 e || el T
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. OO 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061118\

Data File : BF106310.D

Acq On : 11 Jun 2018 22:16

Operator : JU/SJ

3?22'6 i J3350-01 FK-BPM-02-006-ABCD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.20 6.4 ng 401132 1 6.97 1245320 20.0
unknown6 .74 6.74 59.8 ng 3724350 1 6.97 1245320 20.0
n-Hexadecanoic acid 12.01 2.5 ng 179900 4 11.50 1430820 20.0
1-Heneicosyl formate 13.97 3.7 ng 258806 5 14.14 1391320 20.0
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