LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044263.D

Aca On : 31 Jan 2020 17:07

Operator : CG/JU

Sample : L1331-01

Misc :

ALS Vial : 13 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-BG013020.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 5.018 323 328 334 rBV 35371 53466 1.21% 0.220%
2 5.494 402 409 421 rBV 986516 1629267 36.77% 6.696%
3 7.086 672 680 699 rBY 1095101 1973735 44.54% 8.112%
4 7.914 814 821 829 rBV 248759 417492 9.42% 1.716%
5 8.237 868 876 890 rBV 800438 1402605 31.65% 5.765%
6 9.072 1010 1018 1036 rBV 645371 1202000 27.12% 4 .940%
7 10.717 1289 1298 1311 rBV 345191 651155 14.69% 2.676%
8 13.179 1709 1717 1735 rBV 1916683 3089101 69.71% 12.696%
9 14.007 1849 1858 1867 rBV 215818 342073 7.72% 1.406%
10 14.554 1944 1951 1965 rVB2 677714 1065540 24.05% 4_.379%

11 16.040 2197 2204 2222 rBV 1496683 2298218 51.86% 9.446%
12 17.297 2411 2418 2429 rBV 815236 1240470 27.99% 5.098%
13 19.912 2857 2863 2875 rBV 3407121 4431379 100.00% 18.213%
14 21.216 3079 3085 3094 rBv2 131992 262984 5.93% 1.081%
15 21.540 3133 3140 3150 rBV2 757040 1303879 29.42% 5.359%

16 21.751 3172 3176 3184 rVB 56700 79413 1.79% 0.326%
17 22.344 3271 3277 3281 rBV2 66298 108319 2.44% 0.445%
18 23.014 3385 3391 3399 rVB 66722 127145 2.87% 0.523%
19 23.191 3415 3421 3431 rVB 103546 200806 4_.53% 0.825%
20 23.784 3515 3522 3531 rBV2 69994 144480 3.26% 0.594%

21 24.219 3590 3596 3603 rVB4 39485 96777 2.18% 0.398%
22 24.642 3657 3668 3688 rBV2 414958 1462017 32.99% 6.009%
23 25.470 3800 3809 3821 rVB2 55774 185765 4._.19% 0.764%
24 25.782 3854 3862 3874 rVB2 42705 116038 2.62% 0.477%
25 27.039 4066 4076 4090 rBV7 50571 247129 5.58% 1.016%

26 28.995 4397 4409 4419 rBV6 40571 199386 4_50% 0.819%

Sum of corrected areas: 24330639
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044263.D

Aca On : 31 Jan 2020 17:07

Operator : CG/JU

Sample : L1331-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

C-1

013020

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG044263.D
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5.02
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Time-->

Ok

.
LI L L L L L L B
I I I I I I T T T I T

350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 1000 10.50 11.00 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000
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Abundance TIC: BG044263.D

24.64

232319 23/{78 24.22 /k 25.425.78 27.04 29.00

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044263.D

Aca On : 31 Jan 2020 17:07

Operator : CG/JU

a?ggle ; L1331-01 ol
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 6

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

5.02 2.56 ng 53466 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 (2.3.3-Trimethvloxiranvl)methanol 116 C6H1202 1000306-64-7 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 23

Abundance Scan 328 (5.018 min): BG044263.D (-323) (-) m/z 43.10 100.00%
43
59
5000
101 SR RS S L
51 | 73 g3 | 460 4.80 5.00 520 5.40
Y TN M 11 RS LSRR S m/z 59.10 59.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 A AR AR AR A
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 22.01%
0 21 37, 53,|| 67 778 o1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520 5.40
5000 m/z 58.05 18.12%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.47%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044263.D

Aca On : 31 Jan 2020 17:07

Operator : CG/JU

a?ggle ; L1331-01 ol
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.22 4.03 ng 262984 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 90
3 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 87
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 81
Abundance Scan 3086 (21.222 min): BG044263.D (-3079) (-) m/z 57.05 100.00%
g7
e L\Aj\\/h
—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—|
21.00 21.20 21.40 21.60
0 m/z 43.10 82.41%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83
5000 R DA SRR BN B
21.00 21.20 21.40 21.60
29 11 m/z 55.05 57.55%
9 168 196 207 258
0‘
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
97 " 21.00 21.20 21.40 21.60
5000 m/z 71.10 56.63%
125
o 29 153 181 210 238264 294322 367 418
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosyl pentafluoropropionate
57 21.00 21.20 21.40 21.60
m/z 83.05 54 _.46Y%
97
5000
125
0 ?gl | ‘ ‘ ‘l ,153 181 210 238264 294 322 367 468
m/z-> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60

8270-BG013020-M Mon Feb 03 11:44:13 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044263.D

Aca On : 31 Jan 2020 17:07

Operator : CG/JU

a?ggle ; L1331-01 ol
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.19 2.75 ng 200806 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 68
2 _.psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 59
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 59
4 Supraene 410 C30H50 007683-64-9 58
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 53
Abundance Scan 3421 (23.191 min): BG044263.D (-3415) (-) m/z 69.05 100.00%
6o
5000
i i 221 81 22.80 23.00 23.20 23.40 23.60
355 - - - - -
o,....l,lt. ¥ 4#.'.'}.1.7?.,..[..2??...1 Seri oS S8 | ‘m/z 81.05 54.67%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69
so00] 41
22.80 23.00 23.20 23.40 23.60
m/z 41.10 22 .66%
oo td BT ot 23 27e  amaes a0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
22:80 23.00 23.20 23.40 23.60
5000 m/z 147 .05 17.90%
a1 109137
o 191 245273301 341368 409436 477504 546
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A i b e
69 22.80 23.00 23.20 23.40 23.60
m/z 73.10 17.40%
5000
41
0 HL i 109737165165
s 6 e 1l 1 e 2o We o o o oo 5| | 2250 2300 m%0 P40 2960
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044263.D

Aca On : 31 Jan 2020 17:07

Operator : CG/JU

a?ggle ; L1331-01 ol
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Hexasiloxane, tetradecamethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
25.47 2.54 ng 185765 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 87
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 83
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 50

4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
51,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 38

Abundance Scan 3809 (25.470 min): BG044263.D (-3800) (-) m/z 221.10 100.00%
73 147 221
5000 281 355
429 LML L L L L L L L
40 | | 503 25.20 25.40 25.60 25.80
O e i m/z 73.10 96.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B
5000 281 355 L L B B B
25. 20 25 40 25 60 25. 80
0
243 m/z 147.10 95.47%
oL 36 oo | 4}
e e R A a R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73 147 221 429
e e
355 25.20 25.40 25.60 25.80
5000 281 m/z 281.00 50.76%
475 651
o) NSNS BSRSNE SNNSSS S ISR B SSSPAL I SN VS S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- A REREEEE S
221 25.20 25.40 25.60 25.80
m/z 355.00 42 .58%
73
5000 147
281
341
0 100 | 189, | || 397429 517
T e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25.20 25.40 25.60 25.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044263.D

Aca On : 31 Jan 2020 17:07

Operator : CG/JU

a?ggle ; L1331-01 ol
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Cyclononasiloxane, octadeca... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

27.04 3.38 ng 247129 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 72
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 45
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 35

4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 32

Abundance Scan 4076 (27.039 min): BG044263.D (-4066) (-) m/z 221.00 100.00%
73 147 221

N

©

iy
w
a1
a1

5000
429 AN B E e Bt
], 21 | \ | | 503 26.80 27.00 27.20 27.40
O L L m/z 147.00 89.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
s 147 221 429
355
5000 281 T T T T T
26. 80 27. 00 27. 20 27. 40
m/z 73.10 87.79%
?75 651
o} SENNENED NSNS KNS N L S ST L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
T T

26.80 27.00 27.20 27.40

5000 81 o m/z 281.00 52.63%
443
o 36 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- R Al BEAEE BT S
221 26.80 27.00 27.20 27.40

m/z 355.00 48.23%
73

5000 147
341

100 | 189, | || 397429 517

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 26.80 27.00 27.20 27.40

o
N
©
s
I
E '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044263.D

Aca On : 31 Jan 2020 17:07

Operator : CG/JU

a?ggle ; L1331-01 ol
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
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 unknown29.00 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

29.00 2.73ng 100386  Perylene-diz 24.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 38
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 28

3 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 22
4 Tetrahvdropvran-4-carboxamide. 4... 369 C22H27N0O4 1000310-01-9 18
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO03 024451-17-0 16
Abundance Scan 4410 (29.001 min): BG044263.D (-4397) (-) m/z 221.00 100.00%
73 147 221
281
5000 355
429 L R aam e
4 | l | 503 28.60 28.80 29.00 29.20 29.40
On.ﬁﬂ.wp+m,”.ﬁ.H.“.”,“W+.”.Lh.,”.WH“.P.“,”.W.. m/z 147.10 90.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281 R REREEEEmEEa
28. 60 28. 80 29. OO 29. 20 29. 40
m/z 73.10 90.25%
475
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
147 221
A ERE T e
73 28.60 28.80 29.00 29.20 29.40
5000 m/z 281.00 58.46%
279
o.28 115 | 189
R A R I B e AEARSEEEaS Lo o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #128464: N-Benzyl-N-ethyl-p-isopropylbenzamide A ERE T e
147 28.60 28.80 29.00 29.20 29.40
m/z 354.95 47 .89%
5000 281
91
o4 190 o3
L N B R A B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 28.60 28.80 29.00 29.20 29.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG013120\

Data File : BG044263.D

Acq On : 31 Jan 2020 17:07

Operator : CG/JU

a?ggle ; L1331-01 ol
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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... 5.02 2.6 ng 53466 1 7.91 417492 20.0
Ethanol, 2-(tetra... 21.22 4.0 ng 262984 5 21.54 1303880 20.0
Squalene 23.19 2.8 ng 200806 6 24.64 1462020 20.0
Hexasiloxane, tet... 25.47 2.5 ng 185765 6 24.64 1462020 20.0
Cyclononasiloxane... 27.04 3.4 ng 247129 6 24.64 1462020 20.0
unknown29 .00 29.00 2.7 ng 199386 6 24.64 1462020 20.0
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