LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111467.D

Aca On - 15 Dec 2018 14:35 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J6322-19 SUPBNC&%%N18
isc :

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-BF121418 .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 5.010 491 497 509 rvB 167691 243140 4.77% 0.632%
2 5.428 563 568 571 rBVY 4406572 4401136 86.43% 11.446%
3 6.439 735 740 757 rBV 4312649 5092202 100.00% 13.243%
4 6.569 757 762 765 rBVY 5045772 4656085 91.44% 12.109%
5 6.792 796 800 807 rBVY 1180407 951693 18.69% 2.475%

6.951 823 827 830 rBV 4182098 3641507 71.51% 9.470%
7.357 890 896 899 rBV 3167785 3010405 59.12% 7.829%
8.075 1014 1018 1035 rBV 1455147 1260960 24.76% 3.279%
9.157 1196 1202 1205 rBV 5044028 4988778 97.97% 12.974%
9.545 1264 1268 1277 rBV 313642 308686 6.06% 0.803%

=
QO ~NO®

11 9.827 1312 1316 1327 rVB 1462063 1303298 25.59% 3.389%
12 10.616 1446 1450 1458 rBV 2218509 2032251 39.91% 5.285%
13 11.310 1564 1568 1575 rBV 1219861 1084602 21.30% 2.821%
14 11.845 1650 1659 1669 rBV 175246 257939 5.07% 0.671%
15 12.627 1787 1792 1803 rBV 102337 160418 3.15% 0.417%

16 12.898 1834 1838 1841 rBV 3471720 3145460 61.77% 8.180%
17 13.804 1987 1992 2005 rBVv3 102040 182221 3.58% 0.474%
18 13.945 2012 2016 2027 rBV 837743 866330 17.01% 2.253%
19 14.798 2158 2161 2167 rVB 74953 80484 1.58% 0.209%
20 15.386 2256 2261 2266 rBV 635208 783869 15.39% 2.039%

Sum of corrected areas: 38451464
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121518\

Data File : BF111467.D

Aca On : 15 Dec 2018 14:35

Operator : JU/SJ

ﬁ?ggle i J6322-19 SUP-5A-C-1-120718
ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121418 .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: BF111467.D
5000000 6|57

5.43
6.44 6.95
4000000

7.36
3000000

2000000

6.79

i N

1000000

o1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00

Abundance TIC: BF111467.D
5000000 916

4000000
12.90

3000000

10.62
2000000

8.07 9.83
11.31

1000000

9.55
11.84
L A e 12.63

o7 -—— —_—— e ——— Al

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111467.D
5000000

4000000

3000000

2000000

1000000 13.94 15.39

13.80 14.80 fL
I A\

R e e e e e e e e T

R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111467.D

Aca On : 15 Dec 2018 14:35

Operator : JU/SJ

ﬁ?ggle i J6322-19 SUP-5A-C-1-120718
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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.

5.01 5.11 ng 243140 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 3.3-Dimethvilbutvlamine 101 C6H15N 015673-00-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 497 (5.010 min): BF111467.D (-491) (-) m/z 43.00 100.00%
43.0
5000 59.0
S AR VAR
| 69.0 83.0 mfo 460 4.80 5.00 5.20 5.40
O R e o e m/z 59.00 50.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS IR LI LIS I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 15.76%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520 5.40
5000 m/z 58.00 13.84%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide REBEE e
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 7.44%
5000 59.0
73.0
101.0
o 28.0 Il 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40

8270-BF121418.M Mon Dec 17 12:21:32 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111467.D

Aca On : 15 Dec 2018 14:35

Operator : JU/SJ

ﬁ?ggle i J6322-19 SUP-5A-C-1-120718
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown6.57 Concentration Rank 1

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

6.57 97.85 ng 4656090 1,4-Dichlorobenzene-d4 6.79
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 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF111467.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
\
96.1 AR R SRR
40.0 54 J 6.20 6.40 6.60 6.80 7.00
O‘M.'?}-?. o rs0 Yoo m/z 68.10 41.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T T AT O T T T T

620 6.40 6.60 6.80 7.00
m/z 134.00 33.28%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R L A
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 27.58%
b M o L | a0 amo
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene R L R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.67%
5000
63.0 810
0 310 SQ'O\ m‘ L | ‘\ ! 99'\0 \11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111467.D

Aca On : 15 Dec 2018 14:35

Operator : JU/SJ

ﬁ?ggle i J6322-19 SUP-5A-C-1-120718
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.84 4.76 ng 257939 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 1658 (11.839 min): BF111467.D (-1650) (-) m/z 43.05 100.00%

43.0 73.0
5000
129.1

97.0 HREURA B SN BN SR
| 157.1 1852 2131 256.2 11.60 11.80 12.00 12.20
o/ " m/z 60.00 90.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid L
6d.0
5000 129.0 RN L B R S

11. 60 11. 80 12. OO 12 20

83.0 0
1570 1g50 2130 256.0 m/z 73.00 83.67%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730 B )
I EREEE R
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 82.99%
Jisol Il
e AERRREN:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.05 75.18%
ol15.0 |
”.“.”,”. T T T
m/z--> 20 40 60 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\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111467.D

Aca On : 15 Dec 2018 14:35

Operator : JU/SJ

ﬁ?ggle i J6322-19 SUP-5A-C-1-120718
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.96 ng 160418 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 1792 (12.627 min): BF111467.D (-1787) (-) m/z 43.05 100.00%
: 73.0
5000
970 129.1 keatinaetuRNR
1570 1 a0 P2 2843 12.40 12.60 12.80 13.00
(o} m/z 73.00 81.16%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 T T T T T T T T T
nmnmnmmm
' ] 241.0 284.0 m/z 59.95 73.69%
] 207.0 ' '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
12140 12160 12.80 13.00
5000 129.0 m/z 57.05 70.78%
83.0
157.0 1850 213.0 256.0
Iy
Obrr i
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A e RN R
43.0 ,73.0 12.40 12.60 12.80 13.00
m/z 55.05 68.87%
5000 129.0
ozl Il e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111467.D

Aca On : 15 Dec 2018 14:35

Operator : JU/SJ

ﬁ?ggle i J6322-19 SUP-5A-C-1-120718
ALS Vial : 11 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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

butyrate Concentration Rank 5

Peak Number 6 Heneicosyl heptafluoro

R.T. EstConc Area Relative to ISTD R.T.
13.80 4.21 ng 182221 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosvl heptafluorobutvrate
2 Docosvl pentafluoropropionate

3 Heptadecvl trifluoroacetate

4 Nonadecvl pentafluoropropionate
5 Tricosyl trifluoroacetate

508 C25H43F702
472 C25H45F502
352 C19H35F302
430 C22H39F502
436 C25H47F302

1000351-83-8 87
1000351-80-9 87
1000351-87-0 87
1000351-88-8 83
1000351-75-1 83

Abundance Scan 1991 (13.798 min): BF111467.D (-1987) (-) m/z 43.05 100.00%
43.0
3.0
5000
25.0 R maE e
208.0 281.1 13.40 13.60 13.80 14.00 14.20
ot A Al W |y m/z 57.05 87.94Y%
m/z--> 50 100 150 2000 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate
57.0
97.0
5000 TT T T[T T I T [T T T T[T T TT[TT
13. 40 13 60 13. 80 14. 00 14 20
m/z 55.00 85.59%
oL Jl %%&mno 294.0 339.0 490.0
i o B B B ma e S
m/z--> 50 100 150 2000 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0
e A B
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 69.05 62.73%
} J I 39.0
ol | 44, 181.0 224.0264.0 308.0 353.0 454.0
s
m/z--> 50 100 150 2000 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate T
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 41.05 59.42%
5000
oL ‘ 1390 1555 238.0 283.0 3340
e o e A B
m/z--> 50 100 150 200 250 300 350 400 450 13. 40 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111467.D

Aca On : 15 Dec 2018 14:35

Operator : JU/SJ

ﬁ?ggle i J6322-19 SUP-5A-C-1-120718
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 7 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.80 2.05 ng 80484 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 83
3 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 80
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 trans-Farnesol 222 C15H260 000106-28-5 72

Abundance Scan 2161 (14.798 min): BF111467.D (-2158) (-) 69.05 100.00%

69.0
5000

37.1 14. 40 14 60 14. 80 15. 00 15 20
05.1 177.1 240.1 282.1 350.2
S EY W H-Hll.i AL e e+ m/z 81.05 55.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0

5000 A A UL U B
14. 40 14 60 14. 80 15. 00 15 20
m/z 41.05 30.63%
b i A 30800 1910 2310 2730 340 aioo
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

69.0

14.40 14.60 14.80 15.00 15.20
5000 m/z 68.00 11.40%

137.0
o 294‘d | 11050 | 1910 231.0 273.0 341.0 410.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69.0 14.40 14.60 14.80 15.00 15.20
m/z 95.10 11.17%
5000
29 07.0
0 Ll )y ) 1810 2040 2720
ol i, } BN ML M.
m/z--> 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\HPCHEMI\BNA_ F\DATA\BF121518\

Data File : BF111467.D

Acq On : 15 Dec 2018 14:35

Operator : JU/SJ

3?22'6 i J6322-19 SUP-5A-C-1-120718
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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... 5.01 5.1 ng 243140 1 6.79 951693 20.0
unknown6 .57 6.57 97.8 ng 4656090 1 6.79 951693 20.0
n-Hexadecanoic acid 11.84 4.8 ng 257939 4 11.31 1084600 20.0
Octadecanoic acid 12.63 3.0 ng 160418 4 11.31 1084600 20.0
Heneicosyl heptaf... 13.80 4.2 ng 182221 5 13.94 866330 20.0
Squalene 14.80 2.0 ng 80484 6 15.39 783869 20.0
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