LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG072318\
Data File : BG035830.D

Aca On 23 Jul 2018 16:37

Operator : JU/SJ

Sample : J3991-03

Misc :

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 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 5.141 309 315 326 rVB 96250 155269 4_.37% 0.878%
2 5.611 387 395 411 rBV 709699 1222753 34.45% 6.916%
3 7.197 658 665 682 rBV 763786 1380529 38.89% 7.809%
4 7.562 719 727 740 rBV 756277 1309026 36.88% 7.404%
5 8.026 800 806 813 rBV2 143940 247744 6.98% 1.401%
6 8.349 853 861 869 rBV 545889 961231 27.08% 5.437%
7 9.189 995 1004 1020 rBV 440794 833163 23.47% 4.713%
8 10.834 1276 1284 1298 rBV 156536 317996 8.96% 1.799%
9 13.272 1691 1699 1714 rBV 1157937 1881941 53.01% 10.645%
10 14.100 1834 1840 1850 rBvV 145679 246309 6.94% 1.393%

11 14.652 1926 1934 1942 rBV2 295480 478611 13.48% 2.707%
12 16.138 2180 2187 2211 rBV 1057491 1732681 48.81% 9.801%
13 17.395 2394 2401 2411 rBV2 429168 698276 19.67% 3.950%
14 18.277 2547 2551 2556 rBV5 24185 39406 1.11% 0.223%
15 19.998 2838 2844 2856 rBV 2561685 3549831 100.00% 20.079%

16 20.468 2920 2924 2931 rBV4 22830 38057 1.07% 0.215%
17 20.638 2948 2953 2957 rBV 227767 299288 8.43% 1.693%
18 20.679 2957 2960 2971 rVvv4 66271 122569 3.45% 0.693%
19 21.296 3060 3065 3071 rBV3 59669 91408 2.57% 0.517%
20 21.660 3118 3127 3137 rBV 492517 885593 24 .95% 5.009%

21 21.837 3153 3157 3163 rVB3 34758 49236 1.39% 0.278%
22 22.442 3255 3260 3265 rBV2 31342 57128 1.61% 0.323%
23 23.129 3371 3377 3385 rVB3 33915 61378 1.73% 0.347%
24 23.928 3506 3513 3517 rBv4 26462 52640 1.48% 0.298%
25 24.856 3660 3671 3683 rBV2 297734 857787 24.16% 4.852%
26 25.978 3853 3862 3868 rBV10 17756 47513 1.34% 0.269%
27 27.311 4080 4089 4098 rBV10 18242 62142 1.75% 0.351%
Sum of corrected areas: 17679505
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072318\

BG035830.D

23 Jul 2018 16:37

JussJ

J3991-03

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG035830.D

5.61 7.20 7.56

8.35

5.14 8.03

10.83

0

Time--> 3.50

400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10

T T T
00 10.50 11.00 11.50 12.00 12.50

Abundance
2500000

2000000

1500000

13.27

1000000

500000

TIC: BG035830.D

16.14

17.40
14.65

14.10
18.28

20,00

21.66

20.64

20.3%-68 21.30 |p1.84 22.44

0

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
2500000

2000000

1500000

1000000

500000

23.13

TIC: BG035830.D

24.86

23.93 25.98 27.31

0

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\HPCHEMI\BNA G\DATA\BG072318\
Data File : BG035830.D

Aca On : 23 Jul 2018 16:37

Operator : JU/SJ

Sample : J3991-03

Misc :

ALS Vial : 11 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 12.53 ng 155269 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 53
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 37
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 25
5 Tetraglyme 222 C10H2205 000143-24-8 25

Abundance Scan 315 (5.141 min): BG035830.D (-309) (-) m/z 43.15 100.00%
431
5000
101.2 IBENARAERARAESAREE LR
4.80 5.00 5.20 5.40
— .IJI,II.7.3'?-.', 2838 8911 sz 5915 67.49%
m/z--> 50 100 150 200 250 300 350
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL RS S I
4.80 5.00 520 5.40
m/z 101.15 25.61%
“ 101.0
"W”‘F7¥QW‘J"" [rrr [rrro [Tt
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
480 500 520 540
5000 1010 m/z 58.15 22 .15%
27.0
m/z--> 50 100 150 200 250 300 350
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0 4.80 5.00 520 5.40
m/z 41.15 9.82%
5000
101.0
oo | as00
m/z--> 50 100 150 200 250 300 350 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\
Data File : BG035830.D

Aca On : 23 Jul 2018 16:37

Operator : JU/SJ

Sample : J3991-03

Misc :

ALS Vial : 11 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.

7.56 105.68 ng 1309030 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 727 (7.562 min): BG035830.D (-719) (-) m/z 132.15 100.00%
132.2
68.2
5000
R PR R L
) 7.20 7.40 7.60 7.80
147 m/z 68.15 52.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 M I S UL L I
7.20 7.40 7.60 7.80
310 510 m/z 66.15 33.65%
‘ 1 ‘ | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132.0
Ax'”l'”'l”"P"W'
7.20 7.40 7.60 7.80
5000 m/z 134.15 33.38%

15.0 27.0 39.0 51.0 830 770 90.0 1040, .

Wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e R
132.0 7.20 7.40 7.60 7.80
m/z 69.15 22.16%

5000
70.
‘ 5%0 | 1860 ‘ ‘\
T e e

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\
Data File : BG035830.D

Aca On : 23 Jul 2018 16:37

Operator : JU/SJ

Sample : J3991-03

Misc :

ALS Vial : 11 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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.64 6.76 ng 299288 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 91

2 (H)-4-Methoxv-6-ketomorphinan 271 C17H21NO2 1000129-08-5 35
3 (-)-Morphinan-6-one. 4-methoxv- 271 C17H21NO2 1000129-09-1 18
4 Oxazole. 2-(l1-naphthalenvl)-5-ph... 271 C19H13NO 000846-63-9 15
5 Crinan-1-one 271 C16H17NO3 098301-98-5 14
Abundance Scan 2953 (20.638 min): BG035830.D (-2948) (-) m/z 175.25 100.00%
176.3 271.4
5000
411 69.2 0p.2 LR AN UL SULRIE R
' 115.2 145.2 2433 ‘ 3413 20.40 20.60 20.80 21.00
" W P .~ m/z 271.35 90.87%
m/z--> 50 100 150 200 250 300 350
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271.0
175.0
5000 LSS RN SRR SO
20.40 20.60 20.80 21.00
m/z 201.25 74 .95Y%
OB sgusa | meors: |
ol bl b Lt Wl el all Sl b [ |
m/z--> 55 160 1éo 200 250 360 3éo
Abundance
271.0
e A e
150.0 20.40 20.60 20.80 21.00
5000 m/z 189.25 43 .50%
1220 215.0
440 949 1850 | 2430
m/z--> o '55' ' "160' ' "150' ' "260' - '250' - '360' B ééo'
Abundance #120193: (-)-Morphinan-6-one, 4-methoxy- R R ARA TSRS S
271.0 20.40 20.60 20.80 21.00
m/z 286.35 29.78%
150.0
5000
122.0 2150
44.0 0243.0
—— IMJ\I —n Igﬂilolllilﬂ IL..Jluul .ﬁ‘?sxlol |“|J| 'll N — T R
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\
Data File : BG035830.D

Aca On : 23 Jul 2018 16:37

Operator : JU/SJ

Sample : J3991-03

Misc :

ALS Vial : 11 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 5 Podocarpa-6,8,11,13-tetraen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.68 2.77 ng 122569 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Podocarpa-6.8.11.13-tetraen-12-o0... 326 C22H3002 022160-86-7 59
2 T1.2.51-Oxadiazolol3.4-alcinnoli... 202 C10H10N40 1000260-59-4 30
3 8-Hvdroxv-naphthoic acid. methvl._.. 202 C12H1003 005991-56-0 25
4 n-Heptanoic acid.methvl(tetramet... 228 C12H2402Si 1000217-03-6 25
5 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 25
Abundance Scan 2960 (20.679 min): BG035830.D (-2957) (-) m/z 202.20 100.00%
20%.2
5000

284.4

20.40 20.60 20.80 21.00
m/z 199.20 50.78%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #166282: Podocarpa-6,8,11,13-tetraen-12-ol, 13-isopropyl-,...
202.0 284.0
5000 430
159.0 326.0 20.40 20.60 20.80 21.00
440 m/z 213.20 45 .99%
115. ‘ ‘
2 |4 H““w.‘..,....,....,...
m/z--> 0 50 100 150 350 400 450
Abundance
202.0
30.0 20.40 20.60 20.80 21.00
5000 m/z 200.25 40.71%
77.0 117.0 162.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #62556: 8-Hydroxy-naphthoic acid, methyl ester
202.0 20.40 20.60 20.80 21.00
m/z 185.15 38.63%
5000 115.0
7.0 155.
N R 6t O —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\
Data File : BG035830.D

Aca On : 23 Jul 2018 16:37

Operator : JU/SJ

Sample : J3991-03

Misc :

ALS Vial : 11 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 Ethanol, 2-(octadecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.06 ng 91408 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 87
2 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 86
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 64
4 Eicosane 282 C20H42 000112-95-8 64
5 Tritetracontane 605 C43H88 007098-21-7 58
Abundance Scan 3066 (21.302 min): BG035830.D (-3060) (-) m/z 57.15 100.00%

5000

14531752 2152 267.3 3271 3571 21.00 21.20 21.40 21.60

m/z 71.25 96 .88%

m/z--> 50 100 150 200 250 300 350
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57.0
5000 85.0
21.00 21.20 21.40 21.60
29.0 111.0 m/z 85.25 83.99%

Ll s orenou 2002520 2303

m/z--> 50 100 150 200 250 300 350
Abundance
57.0
21.00 21.20 21.40 21.60
5000 m/z 43.20 77.68%
85.0
29.0 111.0
139.0 169.0197.0224.0 253.0 287.0 317.0
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester RS ERan s Rt e
43.0 21.00 21.20 21.40 21.60
m/z 55.15 58.98%
71.0
5000
‘ 97.0
125.0
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072318\
Data File : BG035830.D

Acq On 23 Jul 2018 16:37

Operator : JU/SJ

Sample - J3991-03

Misc :

ALS Vial : 11 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 12.5 ng 155269 1 8.03 247744 20.0
unknown? .56 7.56 105.7 ng 1309030 1 8.03 247744 20.0
2-Phenanthrenol, ... 20.64 6.8 ng 299288 5 21.66 885593 20.0
Podocarpa-6,8,11,... 20.68 2.8 ng 122569 5 21.66 885593 20.0
Ethanol, 2-(octad... 21.30 2.1 ng 91408 5 21.66 885593 20.0
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