LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\

Data File : BF107147.D

Aca On > 6 Jul 2018 2:48 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J3858-03 FK-GF-03-005-B

ALS Vial : 31 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-BF061918 .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 5.184 480 484 499 rVB 139150 162301 14.62% 1.556%
2 5.589 550 553 569 rBY 1031140 1043468 93.99% 10.002%
3 6.595 719 724 736 rBVY 1032435 1059976 95.47% 10.160%
4 6.725 742 746 749 rBVY 1221566 1062251 95.68% 10.182%
5 6.948 780 784 787 rBV 352001 319832 28.81% 3.066%
6 7.101 806 810 814 rBV 941998 833374 75.06% 7.988%
7 7.513 875 880 883 rBV 716566 654742 58.97% 6.276%
8 8.230 998 1002 1013 rBV 416602 401655 36.18% 3.850%
9 8.354 1018 1023 1027 rBv4 6161 12870 1.16% 0.123%
10 8.472 1039 1043 1051 rvve 5834 12934 1.16% 0.124%
11 8.577 1052 1061 1067 rvv3 19909 58587 5.28% 0.562%
12 8.625 1067 1069 1082 rVB4 13566 27825 2.51% 0.267%

13 9.301 1180 1184 1192 rBV 1293130 1110226 100.00% 10.642%
14 9.695 1247 1251 1258 rVB 267484 227164 20.46% 2.177%
15 9.989 1297 1301 1311 rVB 474523 403619 36.35% 3.869%

16 10.783 1432 1436 1444 rBV 687150 643716 57.98% 6.170%
17 11.483 1551 1555 1562 rBV 418439 384292 34.61% 3.684%

18 12.701 1759 1762 1766 rVB 24725 21671 1.95% 0.208%
19 12.936 1800 1802 1805 rVB 24739 18848 1.70% 0.181%
20 13.065 1820 1824 1827 rBV 1108413 971213 87.48% 9.309%
21 13.265 1851 1858 1863 rVB3 14777 19274 1.74% 0.185%
22 13.612 1913 1917 1919 rBV 18061 17067 1.54% 0.164%
23 13.948 1970 1974 1982 rBV2 57444 95571 8.61% 0.916%
24 14.136 2002 2006 2009 rBV 435338 399217 35.96% 3.827%
25 14.259 2023 2027 2030 rBV 20942 23823 2.15% 0.228%
26 14.565 2076 2079 2082 rBV3 26686 25028 2.25% 0.240%
27 14.877 2129 2132 2136 rVB 20558 20904 1.88% 0.200%
28 14.959 2143 2146 2150 rVB 36528 35741 3.22% 0.343%
29 15.236 2186 2193 2197 rBV2 24503 41272 3.72% 0.396%
30 15.665 2262 2266 2274 rVB 230380 305046 27.48% 2.924%
31 16.083 2334 2337 2341 rVB2 15089 19068 1.72% 0.183%
Sum of corrected areas: 10432575
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107147.D

Aca On > 6 Jul 2018 2:48

Operator : JU/SJ

Sample - J3858-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107147.D

Aca On > 6 Jul 2018 2:48

Operator : JU/SJ

Sample - J3858-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.18 10.15 ng 162301 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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 483 (5.178 min): BF107147.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 AR RS SRR RN
| 83.0 | 480 5.00 520 5.40 5.60
1T 1 I S m/z 59.00 59.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R UL IR
59.0 480 500 520 540 5.60
m/z 101.10 19.36%
31.0 g3 1010
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 15.78%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R Rt b
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.65%
5000
101.0
15.0
27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W R S S LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107147.D

Aca On > 6 Jul 2018 2:48

Operator : JU/SJ

Sample - J3858-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 1

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

6.72 66.43 ng 1062250 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 745 (6.719 min): BF107147.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sa0 || o 96|-° '6.40 6.60 6.80 7.00
Obrrprrrr e bbb P2 bt e e e m/z 68.10 43.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 S NRASE RAASE AR SARRE
6.40 6.60 6.80 7.00
104.0 m/z 134.00 31.16%
ol 140 270 300 510 00770 g9 | 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.45%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine E Eam e ma Ry
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.81%
97.0
5000 0.0
52.0
810 86.0 116.0
o A ARARS RN R RS LR AR SRS AARAN AR SARAS EAASS SAASS ARRERA SRR R S
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107147.D

Aca On > 6 Jul 2018 2:48

Operator : JU/SJ

Sample - J3858-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.58 Concentration Rank 5

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

8.58 2.92 ng 58587 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 47
2 Thiophane. propvl- 130 C7H14S 001551-34-4 47
3 Hvdrazine. 1.2-bis(1l-methvlethvl)- 116 C6H16N2 003711-34-0 10
4 Hvdrazine. l-ethvl-1-(1-methvlpr... 116 C6H16N2 020325-97-7 9
5 4-Octanol, 4-methyl- 144 C9H200 023418-37-3 9

Abundance Scan 1061 (8.577 min): BF107147.D (-1052) (-) m/z 87.00 100.00%
81.0
5000
43.0
550 70 1010 1161 1301 ‘M,:\l""|""|""|""|'

||‘ I | 820 840 860 880 9.00
"“”'“'”'””'”'””'”'”'“”'“'“P'“IL-wH“w-n-wn-. m/z 88.00 48.47%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87.0
2000 820 8|40 8 6(I)I I8 80 9.00
45.0
270 116.0 7
59.0 101.0 m/z 43.00 32.68%
\‘ .| 730
0l ”...”N..” ettt e
T T T T T | T T T T T T T 1
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
87.0
T T
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 23.20%
27.0 410
55.0 470 101.0 130.0
15.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8272: Hydrazine, 1,2-bis(1-methylethyl)- e
31.0 8.20 8.40 8.60 8.80 9.00
43.0 m/z 130.10 22.91%
101.0 116.0
5000 s80 730
| “ 85.0
O e e e e e e ) R e A RmEa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107147.D

Aca On > 6 Jul 2018 2:48

Operator : JU/SJ

Sample - J3858-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Nonadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.05  4.79ng 95571  Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecere 266 Cl1oH38 018435-45-5 91

2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1974 (13.948 min): BF107147.D (-1970) (-) m/z 57.00 100.00%
51.0
97.0
5000
25.1 B e e o N EEmms
229.1 13.60 13.80 14.00 14.20
ol A | m/z 83.05 86.74%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 LA L L L L L L L
13.60 13.80 14.00 14.20
25.0 m/z 43.00 85.64%
olsol L)) | ‘\ 1540182.0210.0238.0266.0
i e — T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 R S R
13.60 13.80 14.00 14.20
5000 m/z 55.05 78.37%
111.0
0 139.0167.0196.0224.0
o w2 B o e
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester B e e o N EEmms
57.0 13.60 13.80 14.00 14.20
m/z 69.05 72.12%
5000
250
29.0
‘ \J 9540 19602240 269.0 370.0
ob———ply - L : — R e o
m/z--> 50 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107147.D

Aca On > 6 Jul 2018 2:48

Operator : JU/SJ

Sample - J3858-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.34 ng 35741 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
3 Supraene 410 C30H50 007683-64-9 83
4 trans-Farnesol 222 C15H260 000106-28-5 59
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 53
Abundance Scan 2146 (14.959 min): BF107147.D (-2143) (-) m/z 69.05 100.00%
69.0
5000 ’/\N/\,AW
21 R R e o
ol I N "' ' o A e e m/z 81.05 51.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 A UL S UL
14.60 14.80 15.00 15.20
m/z 41.00 21.55%
ol Lu by ﬂ [k ‘. 1750 2310 2730 3410
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20
5000 m/z 137.10 13.47%
111.0
o 29.0 149.0 1920 231.0 273.0 315.0 384.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0 14.60 14.80 15.00 15.20
m/z 68.00 13.45%
5000
ol20, }07 191.0 231.0 273.0 341.0 410.0
m/z--> sb 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107147.D

Aca On > 6 Jul 2018 2:48

Operator : JU/SJ

Sample - J3858-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.71 ng 41272 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Heneicosane 296 C21H44 000629-94-7 52
3 Triacontane 422 C30H62 000638-68-6 50
4 Tetracontane 563 C40H82 004181-95-7 50
5 Pentadecane 212 C15H32 000629-62-9 43
Abundance Scan 2194 (15.242 min): BF107147.D (-2186) (-) m/z 252.10 100.00%
57.0 25p.1
5000 99.1
1631 203.0
||| I | | | 15.00 15.20 15.40 15.60
(o} I e B i man m/z 57.00 92 .25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L BRI BN BRI B

15.00 15.20 15.40 15.60
‘ 99.0 m/z 71.05 66.00%
|

1410
1830 2250 2820

miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
o RS,
15.00 15.20 15.40 15.60
5000 m/z 85.05 60.79%
99.0
oL.250 141.0 1830 225.0 296.0
T T T T T T e e
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane EEEE BRI
57.0 15.00 15.20 15.40 15.60
m/z 43.00 49 _.32%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 3090 3510 422.0
I A e e A i o RS,
miz--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF061918_.M Fri Jul 06 12:33:44 2018

Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070518\
Data File : BF107147.D

Acq On > 6 Jul 2018 2:48

Operator : JU/SJ

Sample - J3858-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.18 10.2 ng 162301 1 6.95 319832 20.0
unknown6 .72 6.72 66.4 ng 1062250 1 6.95 319832 20.0
unknown8 .58 8.58 2.9 ng 58587 2 8.23 401655 20.0
1-Nonadecene 13.95 4.8 ng 95571 5 14.14 399217 20.0
Squalene 14.96 2.3 ng 35741 6 15.67 305046 20.0
Eicosane 15.24 2.7 ng 41272 6 15.67 305046 20.0
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