LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110119\
Data File : BG043466.D
Aca On 1 Nov 2019 15:23 Instrument :
Operator : JU (B.‘,'I\!A_(t;S el
- _ lentosampleld :
3?22'6 3 K5602-04 20190941-AMENDED-COMPOSITE-
ALS Vial =: 7 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-BG102119.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 3.183 11 16 26 rvB 91032 143736 3.11% 1.025%
2 5.140 339 349 354 rBVY 2400485 4628843 100.00% 33.002%
3 7.196 693 699 711 rVB 113325 228526 4.94% 1.629%
4 7.308 711 718 728 rVB 28450 54716 1.18% 0.390%
5 7 .555 754 760 769 rBV 59222 107482 2.32% 0.766%
6 8.013 831 838 846 rBV 131552 236321 5.11% 1.685%
7 8.336 885 893 905 rBV 301465 535676 11.57% 3.819%
8 9.176 1027 1036 1050 rBV 182880 395809 8.55% 2.822%
9 10.815 1308 1315 1330 rBV 156560 321932 6.95% 2.295%
10 13.265 1725 1732 1741 rBV 565828 935089 20.20% 6.667%

11 14.088 1862 1872 1879 rBV 82121 145415 3.14% 1.037%
12 14.640 1954 1966 1974 rBV2 319154 520223 11.24% 3.709%

13 15.269 2056 2073 2075 rBV2 14642 49637 1.07% 0.354%
14 17.384 2427 2433 2438 rBV 399671 626935 13.54% 4._.470%
15 19.441 2778 2783 2789 rBV 59487 91452 1.98% 0.652%

16 19.799 2840 2844 2853 rVB2 59190 113875 2.46% 0.812%
17 19.993 2871 2877 2887 rBV 1285520 1777662 38.40% 12.674%
18 21.297 3094 3099 3110 rBV5 69383 145503 3.14% 1.037%
19 21.532 3135 3139 3144 rVB 30135 47396 1.02% 0.338%
20 21.650 3152 3159 3165 rBV2 459912 878498 18.98% 6.263%

21 22.437 3291 3293 3300 rVB5 38205 61428 1.33% 0.438%
22 23.125 3405 3410 3417 rVB2 51954 93953 2.03% 0.670%
23 23.835 3521 3531 3533 rBv4 32092 79599 1.72% 0.568%
24 23.918 3540 3545 3555 rVB3 75601 169124 3.65% 1.206%
25 24.329 3607 3615 3622 rVB6 31459 80338 1.74% 0.573%
26 24.541 3647 3651 3661 rVB4 21061 48592 1.05% 0.346%

27 24.846 3693 3703 3716 rBV2 328137 969748 20.95% 6.914%
28 25.592 3821 3830 3843 rVB5 49423 161617 3.49% 1.152%
29 25.974 3888 3895 3904 rVB2 37698 108529 2.34% 0.774%
30 27.179 4091 4100 4112 rVB6 49769 190723 4.12% 1.360%

31 29.182 4433 4441 4442 rBV6 38774 77577 1.68% 0.553%

Sum of corrected areas: 14025954
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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\BG110119\

BG043466 .D
1 Nov 2019 15:23
Ju
K5602-04 £0190941-AMENDED-COMPOSITE-
7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance TIC: BG043466.D
5|14
2000000
1500000
1000000
500000
8.34
9.18 10.82
03.18 7.2%1755 8.01
L i e o L e o o LA e e e LA e
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 11.50 12.00 1250
Abundance TIC: BG043466.D
2000000
1500000
19.99
1000000
13.27
500000 17.38 21,65
14.64
21.
. 14.09 15,07 19.4419.8 30 22.44
i o e L e o T B e e e e e e e A LA I A B B B B e e e
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 TIC: BG043466.D
2000000
1500000
1000000
500000 24.85
23.12 ﬁ%%w%4 25.5025.97 27.18 29.18
O A o e A T e e e e
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\BG110119\

Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 12.16 ng 143736 1,4-Dichlorobenzene-d4 8.01
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 39
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 9

Abundance Scan 15 (3.177 min): BG043466.D (-11) (-) m/z 73.10 100.00%
73
5000 43 (E
J ‘ 356 3.20 3.30 3.40 3.50 3.60
oo L m/z 43.10 38.97%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IS A R UL AR

3.20 3.30 3.40 3.50 3.60

43| | m/z 55.10  28.65%
0“""‘\_'JL|' L L [ WL L AL

|
m/z--> 50 100 150 200 250 300 350
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 28.24%
0 J"'gzl'l's"|""|""|""|""|'
m/z--> 100 150 200 250 300 350
Abundance #734: N-Ethylformamide
30 3.20 3.30 3.40 3.50 3.60
3 m/z 45.10 12.57%

5000

]

T T
m/z--> 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\

Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown5.14 Concentration Rank 1

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

5.14 391.74 ng 4628840 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Guanidine 59 CH5N3 000113-00-8 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 16
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 16

Abundance Scan 349 (5.140 min): BG043466.D (-339) (-) m/z 43.10 100.00%
a3
59
5000
101
———
83 4.80 5.00 5.20 5.40
o...,....,....,..??','!:..,“??~!-Ii...‘??...7.7,.-...,.?“?.-,....,..1.1‘?,... m/z 59.10 72.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR LR AR
4.80 5.00 5.20 5.40
59 m/z 101.10 30.58%
0 21 37| 53 | 67 778 o1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #256: Guanidine
43 59
480 500 520 540
5000 18 m/z 58.10 19.20%
28
12 1 ‘ ‘
G R R A S RS R RS AR REAL SRS RS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e AR RS B
43 480 5.00 5.20 5.40
m/z 41.10 10.90%
5000 101
28 59
70 84
0"'I'%é'l""l"'W""I?#"I""I'“Z%""I'?§'I""I”"I"' BN SLAE SURRE LEE BARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\
Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator :© JU

Sample : K5602-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzen-d5-amine Concentration Rank 5

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

7.31 4.63 ng 54716 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzen-d5-amine 98 C6H2D5N 004165-61-1 80
2 I1.3.41Thiadiazol. 2-amino-5-(2-... 212 C9H16N4S 1000303-12-6 42
3 Benzenamine. 4-T(1-methvl-4-pipe... 206 C12H18N20 1000362-56-1 42
4 1.3-Cvclopentanedione 98 C5H602 003859-41-4 42
5 1H-Tetrazaborole, 4,5-dihydro-1,... 98 C2H7BN4 006982-51-0 38

Abundance Scan 718 (7.308 min): BG043466.D (-711) (-) m/z 98.05 100.00%
98
5000 S
42 T 7.00 7.20 7.40 7.60
53
ol e m/z 71.10 23.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3291: Benzen-d5-amine
98
5000 71 R U A AL L
42 7.00 7.20 7.40 7.60
m/z 70.10 17 .59%
| s 29 53 a2
m/z--> 200 40 60 80 100 150 150 160 1§o 260 '
Abundance #71656: [1,3,4]Thiadiazol, 2-amino-5-(2-piperidin-1-ylethyl)-
98
7.00 7.20 7.40 7.60
5000 m/z 42.05 16.63%
o m ‘y‘ﬁﬁ 83 | 111 128139 169 212
m/z--> 25 Jo ' b 160 150 150 160 180 260 '
Abundance #65846. Benzenamine, 4-[(1-methyl-4-piperidinyl)oxy]-
98 7.00 7.20 7.40 7.60
m/z 97.10 12.83%
5000
109 206
0 ‘J\ q‘ ‘ ﬁ 120 135 153165 181
m/z--> 25 ' ' ' 160 150 150 160 180 260 ' 7.60 7.50 7.Zo 7.%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\

Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.55 Concentration Rank 4

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

7.55 9.10 ng 107482 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 43
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22

Abundance Scan 759 (7.549 min): BG043466.D (-754) (-) m/z 132.00 100.00%
32
5000 68
46 42 45 54 62“ . 9|6 104 720 7.40 7.60 7.80
Ol Ol g il e 2 e e Tm/z 68.10  40.90%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000
69 7.20 7.40 7.60 7.80
39 57 76 m/z 134.00 38.52%
‘ 89 97103
0....,...Jﬂ“.ﬁZFHJ:L,g?nI,.J!!,...Jy..ﬂ.,JH..,}}ﬁ,...., e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 720 7.40 7.60 7.80
5000 m/z 66.10 31.47%
78
T
Oty T e e T e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.10 23.06%
5000 67
44 59 76 103
OH'W'“'ww“l“'h'L*ﬁ'hl“'w'“'w““l“'w'“'lw“l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\

Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 E-14-Hexadecenal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.30 3.31 ng 145503 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 93
2 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 87
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 87
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 87
Abundance Scan 3099 (21.297 min): BG043466.D (-3094) (-) m/z 57.10 100.00%
57
97
5000
- 7100 2150 2140 2160
ob—4 m/z 43.10 86 .45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92510: E-14-Hexadecenal
43
5000 S DU LI BRI B
11 mmmmmmmm
m/z 55.10 77 .44%
0 L ]140 168 210 238
m/z--> 55 150 200 2%0 360 3%0 460 4%0
Abundance #132956: Dodecyl isobuty| carbonate
57
21.00 21.20 21.40 21.60
5000 m/z 69.10 71.23%
29
2L L e s
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e EAEEEEE e e
57 21.00 21.20 21.40 21.60
97 m/z 97.10 69.11%
5000
29 125
ol 44 L\h 154 182 210 238 283 384
m/z--> 55 100 1%0 260 2%0 360 3%0 460 4%0 21. 00 21 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\

Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 11
R.T. EstConc Area Relative to ISTD R.T.
23.12 2.14 ng 93953 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane 254 C18H38 000593-45-3 86
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 68
4 Tetracosane 338 C24H50 000646-31-1 68
5 Octadecane, 9-ethyl-9-heptyl- 380 C27H56 055282-27-4 68
Abundance Scan 3409 (23.119 min): BG043466.D (-3405) (-) m/z 57.10 100.00%
57
5000 85
127 183 215 295 22.80 23.00 23.20 23.40
155 241 267 325 365
o A01 m/z 43.10 55.15%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 ISUABSUABSUABS AR
22. 80 23. 00 23 20 23.40
m/z 71.10 46 .62%
L2 I 1141 169 197 225 253 282
m/z--> 6 §o 160 150 200 2%0 360 3éo 460
Abundance #105885: Octadecane
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.15 39.57%
29
0 iy I J]-]i-3‘14‘11‘169 197 225 25.4
m/z--> 6 §0 160 1%0 260 2%0 360 3éo 460
Abundance #141430: Eicosane, 2-methyl- A
57 22.80 23.00 23.20 23.40
m/z 55.10 25.39%
5000 85
29 253
o2 L A4 L1771 60 107 205 7] 20
m/z--> 6 % 1& ﬁo @ 2m ﬁo ﬁ)4® 2mmwwnmmol
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\

Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 8 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.92 3.49 ng 169124 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3545 (23.918 min): BG043466.D (-3540) (-) m/z 57.10 100.00%
57
113 141 175 206 23.60 23.80 24.00 24.20
249
0 220 295 329 37 "m/z 71.15 68.16%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AR UL AR
g5 23 60 23. 80 24. 00 24.20
29 m/z 43.15 52.88%
o | \ I J (113 141 169 107 226
IIIII""I""I""""I""""IIIII
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
o 23.60 23.80 24.00 24.20
5000 m/z 85.10 51.38%
29
0 \‘ 1191 J\ l I‘ 113 141 169 197 268
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #202661: Heptacosane T P T
57 23.60 23.80 24.00 24.20
m/z 55.10 27.62%
- 1 MAMWMJ\/WVNWW
29
oL ‘}jl‘ H113‘141 169 107 225 253 281 309 337 380
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3&'30 23 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\
Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator :© JU

Sample : K5602-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9 Hexasiloxane, tetradecamethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.59 3.33 ng 161617 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si16 000107-52-8 59
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 53
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 53
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 30
Abundance Scan 3830 (25.592 min): BG043466.D (-3821) (-) m/z 221.00 100.00%
73 241
147
281
5000 355
429
L | i 461 503 25.20 25.40 25.60 25.80 26.00
Oty itpnth e bbb L L LW LGP L Tm/z 73.10  90.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B 221
147
5000 281 AR BRI SRR BRI B
355 25.20 25.40 25.60 25.80 26.00
443 m/z 147.10 80.53%
e | ]
mz-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242430: Cyclononasiloxane, octadecamethy!-
7B 429
ur 25.20 25.40 25.60 25.80 26.00
5000 221 355 m/z 281.00 57.28%
281
A2 s | || Lol L] T s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethy!- T
221 25.20 25.40 25.60 25.80 26.00
m/z 207.00 45 _51%
73
5000 147 081
341
0 109 | 187 | . 1){ E73 429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25,20 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\

Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 10 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.97 2.24 ng 108529 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 76
3 Octadecane 254 C18H38 000593-45-3 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 64
Abundance Scan 3894 (25.968 min): BG043466.D (-3888) (-) m/z 71.10 100.00%
43 | 7Th
5000
99 At At WM A
u 127146169 195 225 253577 323 366 401 25.60 25.80 26.00 26.20
ol S M A m/z 57.10 99.97%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85 AR A AU B

25. 60 25. 80 26 00 26. 20
m/z 43.10 86 .94%

29 113
0 ) | ! II | 11‘1111169 197 225 253 296
I e o e e B I B A e e o o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117649: Octadecane, 2-methyl-
57
N S R A
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 68.12%
29 225
113
ol LIS Moo | 22
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane R AR mas MEEE G
57 25.60 25.80 26.00 26.20
m/z 41.05 35.94%
5000 85
29 113
I e e O B L e e o o e o L e e e N S R A
m/z--> 0 50 100 150 200 250 300 350 400 25. 60 25. 80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\

Data File : BG043466.D

Aca On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 11 Cyclononasiloxane, octadeca... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
27.18 3.93 ng 190723 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si19 000556-71-8 90
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 64
3 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 50
4 Silane. IT4-T1.2-bisl(trimethvls... 458 C20H4204Si4 056114-62-6 35
5 Piperidine, 1-(6-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 25
Abundance Scan 4100 (27.179 min): BG043466.D (-4091) (-) m/z 221.10 100.00%
73 147 221
281 355
5000
429 Aroniined Meshes
39 | 111 1 91 \ 461 504 26.80 27.00 27.20 27.40
Ol p e by b b d Dk by 0 V92 20 Tm/z 73.10  88.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
7B 147 221 429
355
5000 281 AR DU AU B B
26,80 27.00 27.20 27.40
m/z 147 .00 84 _45%
. . LT
m/z--> 50 100 150 200 250 360 350 400 450 500 550 600 6%0
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73 26.80 27.00 27.20 27.40
5000 147 m/z 281.00 53.82%
8L o
o 109, | 189 | || L | L L 397429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl- A REAREEEEEE RS
73 221 26.80 27.00 27.20 27.40
147
m/z 355.05 53.76%
5000 281 oo
443
o 36 189, ‘ .
m/z--> 5'0 100 1&'30 200 250 300 350 400 450 500 550 600 650 26,80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110119\

Data File : BG043466.D

Acq On : 1 Nov 2019 15:23

Operator : JU

ﬁ?ggle : K5602-04 20190941 AMENDED-COMPOSITE-
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.18 12.2 ng 143736 1 8.01 236321 20.0
unknown5.14 5.14 391.7 ng 4628840 1 8.01 236321 20.0
Benzen-d5-amine 7.31 4.6 ng 54716 1 8.01 236321 20.0
unknown? .55 7.55 9.1 ng 107482 1 8.01 236321 20.0
E-14-Hexadecenal 21.30 3.3 ng 145503 5 21.66 878498 20.0
Eicosane 23.12 2.1 ng 93953 5 21.66 878498 20.0
Hexadecane 23.92 3.5 ng 169124 6 24.84 969748 20.0
Hexasiloxane, tet... 25.59 3.3 ng 161617 6 24.84 969748 20.0
Heneicosane 25.97 2.2 ng 108529 6 24.84 969748 20.0
Cyclononasiloxane... 27.18 3.9 ng 190723 6 24.84 969748 20.0
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