LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035188.D

Aca On : 16 Jun 2018 1:32

Operator : SJ/JU

Sample = J3518-02

Misc :

ALS Vial : 15 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-BG060718 .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 5.170 315 320 328 rBV 63573 103576 2.41% 0.472%
2 5.634 392 399 414 rVB 956023 1542757 35.96% 7.026%
3 7.220 660 669 682 rBY 1045533 1817993 42.37% 8.279%
4 7.596 724 733 745 rBV 954919 1654904 38.57% 7.537%
5 8.060 805 812 819 rBV 162262 284986 6.64% 1.298%

8.383 859 867 876 rBvV 656761 1159905 27.04% 5.282%
9.223 1003 1010 1022 rBV 618740 1090201 25.41% 4._.965%
10.868 1282 1290 1297 rBV 220550 399604 9.31% 1.820%
13.312 1698 1706 1716 rBVY 1643098 2590795 60.39% 11.799%
14.128 1839 1845 1854 rBV 179412 271720 6.33% 1.237%

=
QO ~NO®

11 14.680 1929 1939 1949 rBV2 408528 674075 15.71% 3.070%
12 16.167 2184 2192 2203 rBV 1671308 2600564 60.61% 11.843%
13 17.424 2399 2406 2414 rBV2 608533 931399 21.71% 4.242%
14 18.305 2551 2556 2563 rBv2 100770 149639 3.49% 0.681%
15 19.574 2768 2772 2782 rBV4 28417 45975 1.07% 0.209%

16 20.032 2844 2850 2860 rBV 3193384 4290346 100.00% 19.539%
17 21.342 3068 3073 3084 rBV6 38300 101349 2.36% 0.462%
18 21.694 3126 3133 3142 rBV 656803 1107119 25.80% 5.042%
19 23.386 3415 3421 3429 rVB2 68648 136357 3.18% 0.621%
20 24.919 3670 3682 3698 rBV 330594 1004947 23.42% 4._.577%

Sum of corrected areas: 21958211
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061518\

BG035188.D

16 Jun 2018 1:32

SJ/Ju

J3518-02

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035188.D

7.22

5.63 7.60

8.38 9.22

|

8.06 10.87

5.17

0

Time--> 3.50

4.00 450 5.00 550 6.00 650

7.00

7.50 8.00 8.50

9.00 9.50 10.00 10.50 11.00 1150 1200 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

13.31

TIC: BG035188.D
20,03

16.17

17.42 21.69

14.68

14.13 18.30

19.57 21.34

Time-->

13.

50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035188.D

24.92

23.39

O =
Time--> 23.00

A
LI N L I I I O L L L LB B B

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\BG061518\
Data File : BG035188.D

Aca On : 16 Jun 2018 1:32

Operator : SJ/JU

Sample : J3518-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.17 7.27 ng 103576 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.5.8.11.14.17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 25
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 23
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17

Abundance Scan 320 (5.170 min): BG035188.D (-315) (-) m/z 43.15 100.00%
43.1
5000
101.2
61 832 480 5.00 520 5.40 5.60
N m/z 59.15 59.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R U L

480 5.00 520 5.40 5.60
m/z 101.15 26.59%

oL 260 | 600 8301010
T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
59.0
B e e R AR
480 5.00 5.20 5.40 5.60
5000 m/z 58.10 17 .43%
103.0
31.0
0 86.0 121.0 1470 1770 221.0
L e o o o LN B o o o B o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2294: 1,2-Butanediol
31.0 59.0 480 5.00 5.20 5.40 5.60
m/z 41.15 8.11%
5000
L2140 \ “ J 89.0
,,,,,,, R S ERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035188.D

Aca On : 16 Jun 2018 1:32

Operator : SJ/JU

Sample : J3518-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 116.14 ng 1654900 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 734 (7.602 min): BG035188.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2

7.20 7.40 7.60 7.80 8.00

O m/z 68.15 48 .46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 |/\|||||||||||||||||||||
7.20 7.40 7.60 7.80 8.00
310 51.0 m/z 134.15 33.43%
0 ‘ I H I, !
T T T T T e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132.0
RRE SR s s R
970 7.20 7.40 7.60 7.80 8.00
5000 7. m/z 66.15 31.27%
310 440 70.0
o ' 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14503: 1H-Benzimidazole, 2-methyl- A RS REEaE EE
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 19.48%
5000

63.0
150 27.0 39.0 51,0 7 77.0 900 1080;564

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035188.D

Aca On : 16 Jun 2018 1:32

Operator : SJ/JU

Sample : J3518-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
18.30 3.21 ng 149639 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Dodecanoic acid 200 C12H2402 000143-07-7 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2555 (18.299 min): BG035188.D (-2551) (-) m/z 73.15 100.00%
73.2
5000 411
129.2 213.2
171.2 256.4 390.6 18.00 18.20 18.40 18.60
0! - m/z 60.15 59.54Y%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.20 18.40 18.60
97.0 110 2130 2560 m/z 55.15 57.60%
oL—— IJIH‘\ e E‘“L.“l "|" .‘ .‘. ‘I .‘ . “. —
m/z--> 50 100 150 200 250 300 350
Abundance
430 730
18.00 18.20 18.40 18.60
5000 129.0 m/z 41.15 46 .37%
171.0
214.0
e L S s (L L W WU SRR
m/z--> 50 100 150 200 250 300 350
Abundance #61122: Dodecanoic acid
73.0 18.00 18.20 18.40 18.60
m/z 43.25 45 _45Y%
5000 43.0 129.0
71.0200.0
OIIIIJJ”UJMHJK {IEJIII T
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035188.D

Aca On : 16 Jun 2018 1:32

Operator : SJ/JU

Sample : J3518-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.39  2.71ng 136357  perylene-d12 24.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 83

2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 78
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 72

5 Oxirane, 2,2-dimethyl-3-(3,7,12,...

426 C30H500 007200-26-2 72

Abundance Scan 3422 (23.392 min): BG035188.D (-3415) (-) m/z 69.15 100.00%
64.2
5000 j\
s || 17272 ot a1 o s || P00 200 2o 240 T
ot bk L REcet 20T 3409 3861 1 sz 81.15  61.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000
23.00 23.20 23.40 23.60 23.80
m/z 41.15 19.38%
07.0137.0
oL 390, | 197977 1750 2310 2730 341.0
T T e e R
miz--> 50 100 150 200 250 300 350 400
Abundance
69.0
23.00 23.20 23.40 23.60 23.80
5000 m/z 95.20 18.30%
111.0
o 29.0 1490 1920 2310 273.0 3150 384.0
T P T T T e [T
miz--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.00 23.20 23.40 23.60 23.80
m/z 68.25 15.65%
5000
29.0
123.0
S o B T
miz--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
Data File : BG035188.D

Acq On : 16 Jun 2018 1:32

Operator : SJ/JU

Sample - J3518-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.17 7.3 ng 103576 1 8.07 284986 20.0
unknown? .60 7.60 116.1 ng 1654900 1 8.07 284986 20.0
n-Hexadecanoic acid 18.30 3.2 ng 149639 4 17.42 931399 20.0
Squalene 23.39 2.7 ng 136357 6 24.92 1004950 20.0
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