LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031219\

Data File : BG039883.D

Aca On : 12 Mar 2019 20:52 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?2?;'6 - (1842-04 C-MW-10 030719

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-BG030419.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 3.205 15 20 29 rBv 176263 344709 8.60% 1.817%
2 3.281 29 33 45 rVB 176795 260742 6.51% 1.375%
3 5.696 438 444 454 rBV 438191 703880 17.57% 3.711%
4 7.294 710 716 725 rBV 298096 507668 12.67% 2.676%
5 7.681 774 782 795 rBV 759802 1300911 32.47% 6.858%
6 8.151 855 862 873 rVB 160247 273377 6.82% 1.441%
7 8.474 910 917 928 rVB 589760 1045917 26.10% 5.514%
8 9.332 1054 1063 1070 rBV 564399 1019342 25.44% 5.374%
9 9.496 1074 1091 1106 rBV 261249 958465 23.92% 5.053%
10 10.971 1334 1342 1351 rBvV 212392 391774 9.78% 2.065%
11 11.788 1471 1481 1489 rBV4 14606 42854 1.07% 0.226%

12 13.403 1748 1756 1763 rBV 1575641 2430181 60.65% 12.811%
13 14.778 1983 1990 2000 rBV2 383614 613705 15.32% 3.235%
14 16.264 2236 2243 2258 rBV 1403737 2100060 52.41% 11.071%
15 17.521 2450 2457 2464 rBV2 555833 812428 20.28% 4.283%

16 20.117 2889 2899 2905 rBV 3013260 4006613 100.00% 21.122%
17 21.809 3179 3187 3200 rBV 566567 950284 23.72% 5.010%

18 23.290 3435 3439 3447 rVB2 24965 44722 1.12% 0.236%

19 23.495 3467 3474 3481 rVB 64134 118960 2.97% 0.627%

20 24.130 3575 3582 3588 rBV5 25651 55066 1.37% 0.290%

21 25.181 3741 3761 3778 rBv2 293279 941870 23.51% 4 .965%

22 26.291 3942 3950 3960 rVB7 15197 45748 1.14% 0.241%
Sum of corrected areas: 18969276
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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\BG031219\

BG039883.D

12 Mar 2019 20:52

Jus/sJ

K1842-04 C-MW-10 030719
15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

AOSB65556,
2500000
2000000
1500000

1000000

500000
33228

TIC: BG039883.D

7.68

8.47 9.33

5.70

7.29

11. 79

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

AOSB65556,
2500000
2000000
1500000

1000000

500000

13.40

TIC: BG039883.D
20112

16.26

17.52 21.81

14.78

05
Time-->

13.00 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: BG039883.D

25.18

23.28.50

24.13

26.29

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

8270-BG030419.M Wed Mar

13 18:40:30 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039883.D

Aca On : 12 Mar 2019 20:52

Operator : JU/SJ

3?22 le K1842-04 C-MW-10 030719
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.28 19.08 ng 260742 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance Scan 33 (3.281 min): BG039883.D (-29) (-) m/z 73.25 100.00%
7B
5000 43
55 87
3.203.303.403.50 3.603.70
e A9 L ST m/z 43.20 45.16%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
43 55 3.203.303.403.50 3.60 3.70
- 87 m/z 55.25 33.22%
R IR 'Jﬂlé?"lj!J'é?'“' '?%'gzit Frrp "|""1P}"'|
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 3.203.303.403.50 3.603.70
5000 m/z 87.20 27 .78%
29
...,.%?.,....,....,....,... il ..??iya.., ....,..??,....,
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1877: Acetamide, N-ethyl-
30 3.203.303.403.50 3.603.70
m/z 41.25 12.68%
5000 43 87
15 72
T ..,...W‘ "??Iw" 'F?"§?" R IR SO UL R
m/z--> 10 20 30 40 50 60 70 8 90 100 3.203.303.403.50 3.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039883.D

Aca On : 12 Mar 2019 20:52

Operator : JU/SJ

3?22 le K1842-04 C-MW-10 030719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 3 unknown7.68 Concentration Rank 1

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

7.68 95.17 ng 1300910 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 782 (7.681 min): BG039883.D (-774) (-) m/z 132.15 100.00%
132
5000 68
40 54 ‘ 75 % o 740 7.60 7.80 8.00
et AL LA 87 L s WL hzz 68.15 43.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er U LU UL L R
a1 o7 7.40 7.60 7.80 8.00
53 117 m/z 134.15 32.26%
79
. - :Ii‘,ll _ i.,|,., 60 Al _a B2 )] 105 ,I,.Ilgft, /N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 740 7.60 7.80 8.00
5000 m/z 66.15 30.53%
| P l !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R ma
132 7.40 7.60 7.80 8.00
m/z 69.15 16.88%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039883.D

Aca On : 12 Mar 2019 20:52

Operator : JU/SJ

3?22 le K1842-04 C-MW-10 030719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Hexanoic acid, 2-ethyl- Concentration Rank 3

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

9.50 70.12 ng 958465 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
4 1.4-Dioxane 88 C4H802 000123-91-1 47
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 47

Abundance Scan 1092 (9.502 min): BG039883.D (-1074) (-) m/z 73.15 100.00%

3
5000 41

101 T T T T
| [120 9.20 9.40 9.60 9.80
S m/z 88.15 84.70%
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88
5000 57 LI L L B L L LI B |
9.20 9.40 9.60 9.80

m/z 41.15 42 _.70%

29 116
I| ||'||||14‘|1|||| /L
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl-
88

9.20 9.40 9.60 9.80
5000 m/z 57.25 41.79%

41
6!
b e
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester EEE AREASRERE e
4 88 9.20 940 960 980

m/z 55.15 27 .72%

5000
6
] \\‘J‘; \;09 135155173 214 242 272 294313 355
- e T e e S

m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80
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Data Path :

Data File : BG039883.D
Aca On - 12 Mar 2019
Operator : JU/SJ
Sample : K1842-04
Misc :

ALS Vial : 15 Sample

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031219\

20:52

Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 6 unknownl11.79

R.T. EstConc

11.79 2.19 ng

Area Relative to ISTD R.T.
42854 Naphthalene-d8 10.97
Tentative ID MW  MolForm CAS# Qual

Hit# of 5

Concentration Rank 7

1 Thiophane. propvl-

130 C7H14S

2 2-12-T2-(2-Hvdroxvethoxv)ethoxvl... 236 C10H2006
3 Thiophene. 2-ethvltetrahvdro- 116 C6H12S

4 Neodecanoic acid

172 C10H2002

001551-34-4 40

1000351-92-5 38

001551-32-2 38
026896-20-8 36

C-MW-10 030719

5 3-Hexanol, 2,3-dimethyl- 130 C8H180 004166-46-5 33
Abundance Scan 1481 (11.788 min): BG039883.D (-1471) (-) m/z 87.15 100.00%
87
5000
4l 55 116 130
|| || 71 101 11.40 11.60 11.80 12.00 12.20
e e m/z 41.20 28.38%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #13582: Thiophane, propyl-
87
5000
11.40 11.60 11.80 12.00 12.20
101 130 m/z 116.15 24 _96%
SF 67 115
ol by i
B B o e B o I I LI e o o i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90119: 2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethoxy]ethyl acetate
87
45 LB L e
11.40 11.60 11.80 12.00 12.20
5000 m/z 55.15 21.58%
58
15 28 | %P 73 || 101 119131 147 163174 205
e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87 11.40 11.60 11.80 12.00 12.20
m/z 130.15 21.42%
5000
27 4 116
59 101
e
S T /- S |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039883.D

Aca On : 12 Mar 2019 20:52

Operator : JU/SJ

3?22 le K1842-04 C-MW-10 030719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.50 2.53 ng 118960 Perylene-di12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 83
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 64
Abundance Scan 3475 (23.501 min): BG039883.D (-3467) (-) m/z 69.20 100.00%
6o
5000
41 e I\
09137 177207 23.20 23.40 23.60 23.80
I AT aesaesarass e 5 o7
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
5000 U AR SRR

23.20 23.40 23.60 23.80
41 m/z 41.15 26.78%

1149
[ 191 231 273301 341368 410

IR e o B A I e N N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene

69
23.20 23.40 23.60 23.80
5000 m/z 68.15 14.22%
41

09137
L2990 101 231 273301 341368 410
e P

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #238944: _psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69 23.20 23.40 23.60 23.80
m/z 95.15 12.64%
5000
M 137

||, 191 245273301 341368 409436 477504 546

T B e e L
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 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\BG031219\
Data File : BG039883.D

Acq On : 12 Mar 2019 20:52

Operator : JU/SJ

Sample - K1842-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

Butane, 2-methoxy. .. 3.28 19.1 ng

unknown7 .68

Hexanoic acid, 2-... 9.50 70.1 ng

unknownl11.79
Squalene

8270-BG030419 .M

7.68 95.2 ng
11.79 2.2 ng
23.50 2.5 ng

Wed Mar 13 18:40:33 2019

RT EstConc Units Response

260742
1300910
958465
42854
118960

|--Internal Standard---|
| # RT Resp Conc]

8.15 273377 20.0
8.15 273377 20.0
273377 20.0
391774 20.0
941870 20.0

C-MW-10 030719
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