LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BGO72518\
Data File : BG035879.D
Aca On : 25 Jul 2018 18:28 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- _ lentosampleld :
a?ggle : J4141-01 FK-BPM-03-001-ABCD
ALS Vial : 6 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 G\METHODS\8270-BG071218 .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 5.139 309 315 326 rBV 81634 131980 3.97% 0.824%
2 5.609 388 395 408 rBV 582875 1003432 30.15% 6.266%
3 7.195 657 665 681 rBV 639799 1168732 35.11% 7.298%
4 7 .559 717 727 741 rBV 627556 1097540 32.97% 6.853%
5 8.024 800 806 815 rBV 113259 197476 5.93% 1.233%
6 8.347 853 861 872 rVB 451104 802106 24.10% 5.009%
7 9.187 997 1004 1022 rBV 366769 690882 20.76% 4.314%
8 10.831 1276 1284 1298 rBV 132433 271987 8.17% 1.698%
9 13.275 1692 1700 1713 rBV 1110903 1816459 54.57% 11.342%
10 14.098 1833 1840 1857 rBvV 222818 394513 11.85% 2.463%

11 14.650 1928 1934 1944 rBV3 271537 462005 13.88% 2.885%
12 16.136 2181 2187 2204 rBV 1062433 1770304 53.19% 11.054%
13 17.393 2394 2401 2409 rBV2 425069 694764 20.87% 4 _.338%
14 18.274 2546 2551 2556 rBV5 45069 72731 2.19% 0.454%
15 20.001 2839 2845 2853 rBV 2534232 3328409 100.00% 20.783%

16 21.294 3059 3065 3076 rBV3 95342 186502 5.60% 1.165%
17 21.658 3120 3127 3135 rBV 442636 780876 23.46% 4_.876%

18 22.439 3256 3260 3265 rBvV3 23406 39208 1.18% 0.245%

19 23.127 3371 3377 3383 rBvV5 30030 56053 1.68% 0.350%

20 23.315 3403 3409 3416 rVB 96117 173767 5.22% 1.085%

21 23.920 3507 3512 3518 rVvB4 28177 55030 1.65% 0.344%

22 24.854 3661 3671 3682 rBvV2 268250 784912 23.58% 4.901%

23 25.976 3855 3862 3866 rBV7 14690 35004 1.05% 0.219%
Sum of corrected areas: 16014672
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035879.D

Aca On : 25 Jul 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J4141-01 FK-BPM-03-001-ABCD
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035879.D

2500000

2000000

1500000

1000000

561 7.20 7.56

500000 8.35

5.14 8.02 10.83

350 400 450 500 550 6.00 650 7.00 750 8.00 8.50
TIC: BG035879.D
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T T T T
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TIC: BG035879.D

22.44

0 P T T T T T R S

Time-->
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1500000
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24.85
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23333 ;e
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035879.D

Aca On : 25 Jul 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J4141-01 FK-BPM-03-001-ABCD
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.14 13.37 ng 131980 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 43
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28

Abundance Scan 315 (5.139 min): BG035879.D (-309) (-) m/z 43.15 100.00%
43.1
5000 A}\\
480 500 520 540
(o} m/z 59.15 68.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SN SRS AR R
480 5.00 5.20 5.40
m/z 101.15 25.15%
101.0
ol 69.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #256: Guanidine
59.0
480 500 520 540
5000{ 18.0 m/z 58.15 17.06%
O”JP“W“”P”W””P“W““P”'””P”'”“'“'””'”W””P”W“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 480 5.00 5.20 5.40
m/z 41.15 9.06%
5000 101.0
270|
0 h\h L‘\ { \
L LA RS AR MRS S LARAE LARAN LA LARAS SARAN LA LALAS SARAN SRR LAARS SR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035879.D

Aca On : 25 Jul 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J4141-01 FK-BPM-03-001-ABCD
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 111.16 ng 1097540 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 727 (7.559 min): BG035879.D (-717) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
40.1 5.2 720 7.40 7.60 7.80
o! ! 202.7 2863 "m/z 68.15 47.91%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A
7.20 7.40 7.60 7.80
70.0 m/z 134.15 32.84%
31.0
O.A.Jﬂ.hl.“.”“.”,”.,”.w”...”..”..“..”.“.““.”
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80
5000 m/z 66.15 32.69%
69.0
390 103.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine . R EEmammERE

132.0 720 7.40 7.60 7.80
m/z 69.15  22.20%

5000
33.0 105.0
‘ 70.0 ‘
o N

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035879.D

Aca On : 25 Jul 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J4141-01 FK-BPM-03-001-ABCD
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.27 2.09 ng 72731 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Lactose 342 C12H22011 000063-42-3 47
Abundance Scan 2550 (18.268 min): BG035879.D (-2546) (-) m/z 60.15 100.00%
60).1
5000 129.2
97.2 213.2
|17ﬁ ‘ 256.1 408.8 18.00 18.20 18.40 18.60
o w0 Tm/z 57.25  97.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72647: Tridecanoic acid
73.0
41.0
5000 129.0 SR AR SUNILE BN B
171.0 18.00 18.20 18.40 18.60
J \ 214.0 m/z 73.15 94 _.24Y%
0 P“'JH"J'lJ"'l""l""l""l"
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
73.0
410
18.00 18.20 18.40 18.60
5000 129.0 m/z 43.15 61.85%
ﬂ 199.0 2420
0..“. ‘. IIIIMIJ[}}J\I‘I .M]@?ﬂm.\,.*...{ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid B B L
60.0 18.00 18.20 18.40 18.60

m/z 129.15 51.59%

5000 129.0
171.0 213.0 256.0

‘ 7.0
G ﬁh‘h I G I VA P S .

T TTT
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60

[
T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035879.D

Aca On : 25 Jul 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J4141-01 FK-BPM-03-001-ABCD
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 5 Heptadecyl heptafluorobutyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

2129 4.78ng 186502  Chrysene-d12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate
2 Pentafluoropropionic acid. octad...
3 Tetracosvl heptafluorobutvrate
4 Heptafluorobutvric acid. n-octad...
5 Pentafluoropropionic acid, hexad...

452 C21H35F702
416 C21H37F502
550 C28H49F702
466 C22H37F702
388 C19H33F502

959085-66-6 83
959261-25-7 64
1000351-83-7 60
000400-57-7 60
006222-07-7 60

Abundance Scan 3064 (21.288 min): BG035879.D (-3059) (-) m/z 57.15 100.00%
51.1 97.3
5000
‘ I3‘9-|3 2081  281.1 385.1 21.00 21.20 21.40 21.60
or—A A A e m/z 55.15 94 .44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000
21.00 21.20 21.40 21.60
m/z 83.25 90.67%
169.0
o by T B80zms0 s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57.0
97.0
21.00 21.20 21.40 21.60
5000 m/z 97.25 89.62%
39.0
oL h {1820 2520 297.0 398.0
LA o o o I N HLALALNN o o e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0 21.00 21.20 21.40 21.60
m/z 43.25 88.25%
97.0
5000
39.0 336.0
Oh— | 181.0222.0264.0 6.0381.0 532.0
T i e A I e o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035879.D

Aca On : 25 Jul 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J4141-01 FK-BPM-03-001-ABCD
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 5
R.T. EstConc Area Relative to ISTD R.T.
23.31 4.43 ng 173767 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 87
3 Farnesol isomer a 222 C15H260 1000108-92-4 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
Abundance Scan 3408 (23.309 min): BG035879.D (-3403) (-) m/z 69.20 100.00%
69.2
5000 \
137.3 23.00 23.20 23.40 23.60
I U W S S e S S (o 2 Y i 1R O 5
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215931: Squalene
69.0
5000 IUNBRUSB R AR AR

23. OO 23 20 23. 40 23.60
m/z 41.20 22 .68%

137.0
o 200 , | 41050 |, . 1910 231.0 2730 3410 4100
L e e L o o e e AL B e o e o e o o o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0

23.00 23.20 23.40 23.60
5000 m/z 95.25 17.27%

137.0
o 29.0 105.0, | | 191.0 231.0 273.0 341.0 410.0
et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a
69.0 23.00 23.20 23.40 23.60
m/z 68.15 14 .19%
5000
09.0
o bl pu 3040 240
m/z--> 0 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO72518\

Data File : BG035879.D

Acq On = 25 Jul 2018 18:28

Operator : JU/SJ

3?22'6 i J4141-01 FK-BPM-03-001-ABCD
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
2-Pentanone, 4-hy... 5.14 13.4 ng 131980 1 8.03 197476 20.0
unknown? .56 7.56 111.2 ng 1097540 1 8.03 197476 20.0
Tridecanoic acid 18.27 2.1 ng 72731 4 17.39 694764 20.0
Heptadecyl heptaf... 21.29 4.8 ng 186502 5 21.66 780876 20.0
Squalene 23.31 4.4 ng 173767 6 24.85 784912 20.0
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