LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110419\
Data File : BG043486.D
Aca On : 4 Nov 2019 18:29 Instrument :
Operator : JU (B.‘,'I\!A_(t;S el
- _ lentosampleld :
3?22'6 : K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 3.177 10 15 26 rvB2 81789 153438 9.46% 0.958%
2 5.116 339 345 353 rBV 142378 220841 13.62% 1.379%
3 5.598 420 427 443 rBV 511927 919350 56.71% 5.742%
4 7.196 692 699 717 rBV 531446 1016210 62.68% 6.347%
5 7.554 751 760 772 rBV 579412 1045717 64.50% 6.531%
6 8.012 830 838 847 rBV 178696 320146 19.75% 2.000%
7 8.336 885 893 902 rBV 397408 723632 44.64% 4_.520%
8 9.176 1027 1036 1051 rBV 298158 615597 37.97% 3.845%
9 10.815 1307 1315 1333 rBV 205060 425774 26.26% 2.659%
10 13.265 1724 1732 1745 rBvV 624905 1074089 66.25% 6.709%

11 14.088 1864 1872 1884 rBV 121578 209432 12.92% 1.308%
12 14.640 1959 1966 1981 rBV 362043 620794 38.29% 3.877%
13 16.132 2213 2220 2239 rBV 727639 1253145 77.30% 7.827%
14 16.790 2328 2332 2339 rBV3 7798 16843 1.04% 0.105%
15 17.390 2427 2434 2438 rBV 426799 706394 43.57% 4.412%

16 17.431 2438 2441 2449 rVvVv2 68772 115895 7.15% 0.724%

17 17.507 2449 2454 2461 rVB5 20318 44547 2.75% 0.278%
18 18.283 2579 2586 2601 rBV 379893 594973 36.70% 3.716%
19 18.459 2612 2616 2620 rBV6 11894 20370 1.26% 0.127%
20 19.129 2726 2730 2736 rBV3 36844 61675 3.80% 0.385%
21 19.440 2777 2783 2795 rVV 128993 241142 14.87% 1.506%
22 19.546 2798 2801 2809 rVB9 23150 33466 2.06% 0.209%
23 19.769 2835 2839 2840 rBV3 25802 28605 1.76% 0.179%

24 19.799 2840 2844 2853 rVB 89834 148965 9.19% 0.930%
25 19.998 2871 2878 2886 rBV 1154348 1621193 100.00% 10.126%

26 20.298 2926 2929 2932 rVB3 26138 33669 2.08% 0.210%
27 20.792 3010 3013 3018 rVB4 21309 29948 1.85% 0.187%
28 21.250 3085 3091 3094 rBV7 21732 50800 3.13% 0.317%
29 21.291 3094 3098 3108 rVVv4 132429 267430 16.50% 1.670%
30 21.373 3109 3112 3121 rVB2 36010 73834 4 _55% 0.461%
31 21.655 3152 3160 3166 rBV 506925 960077 59.22% 5.997%
32 21.837 3188 3191 3199 rVB3 39802 55256 3.41% 0.345%
33 22.437 3291 3293 3300 rVB3 34235 49069 3.03% 0.306%
34 23.124 3406 3410 3416 rVB3 33890 58852 3.63% 0.368%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 23.835 3526 3531 3532 rBV3 21750 36415 2.25% 0.227%

36 24.317 3608 3613 3623 rVB4 64827 166879 10.29% 1.042%
37 24.852 3694 3704 3714 rBV 344224 998777 61.61% 6.238%
38 25.586 3822 3829 3839 rVB5 83311 260434 16.06% 1.627%
39 27.172 4090 4099 4114 rVB5 83507 351586 21.69% 2.196%
40 29.176 4433 4440 4457 rVB7 82337 385196 23.76% 2.406%

Sum of corrected areas: 16010455
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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\BG110419\

BG043486.D

4 Nov 2019 18:29

Ju

K5628-01

8 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

RBR200055-RBR200034-RT1868

Abundance TIC: BG043486.D
1000000
800000
7.55
600000 5 60 720
400000 8.34
9.18
200000 512 8.01 1082
B.18
O B o i o o o B B L e B o L o L B i o
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG043486.D
20.00
1000000
800000 16.13
13.27
600000 21.66
17.39
400000 14.64 18.28
200000
14.09 1} 43 19'4419.8C
16.79 751 8.46 19.13 19.48/7
O LI o o o o o o o L B B e e LA o o o o o o o o o I I
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: BG043486.D
1000000
800000
600000
400000 24.85
200000 f}\i?‘ 29.18
O L o o L L o L I B o o B e o B
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-BG102119.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 5

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

3.18 9.59 ng 153438 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 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 32
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 16 (3.183 min): BG043486.D (-10) (-) m/z 73.05 100.00%
7B
5000 :
43 87
3.20 3.30 3.40 3.50 3.60
.,....','.'..%f..' b2 | m/z 43.10  34.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 HUAS AN A UL UL AR
55 3.20 3.30 3.40 3.50 3.60
o7 4 87 m/z 87.10 32.18%
101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4398: Silane, ethyltrimethyl-
7B
3.20 3.30 3.40 3.50 3.60
5000 59 m/z 55.10 26.12%
87
43
29 || | ’ 102
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280
Abundance #8705: 2-Hydroxy-2-methylbutyric acid A AR R e
7B 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.10%
5000 55
29 -
W'M*j“ﬂ”'ﬁ”hﬁp”l“”P'”P'”P”"”"“W”'W”'W”“I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.12 13.80 ng 220841 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 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 346 (5.122 min): BG043486.D (-339) (-) m/z 43.10 100.00%
43
59
5000
101 SN I C——
480 500 520 5.40
83
e 3l Sl e & w/z 59.10  69.02%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN L L UL I
59 480 500 520 540
m/z 101.10 26 .66%
15 31 101
| 25,7 37, 53, | 83
miz--> L% % 4 % 6 70 & % 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 15.00%
101
15 253137 || 51 %8 9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 480 5.00 5.20 5.40
m/z 41.10 10.65%
5000 101
28 59
‘ 70 84
15 \H‘ Ll } 53‘\\‘ ‘ L 78 | 95
L UL I I SURIUIL IV LS LI LIS LIS IS L B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 3 unknown7.55 Concentration Rank 1

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

7.55 65.33 ng 1045720 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12

Abundance Scan 759 (7.548 min): BG043486.D (-751) (-) m/z 132.00 100.00%
32
5000 68 j\\
2 54 ‘ 75 % 720 7.40 7.60 7.80
104 ) . . )
e Ol S e b e | m/Z 68.10  40.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.20 7.40 7.60 7.80
21 70 m/z 134.00 32.47%
4451 60 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
A L IR UL UL I
7.20 7.40 7.60 7.80
5000 m/z 66.10 28.24%
33 44 o 97 105
| | st PTe | | ms |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.10 18.30%
5000
15 28 39 82 O 7 90 104 4 |
m/z--> 10 20 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\HPCHEM1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.28 16.85 ng 594973 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2586 (18.283 min): BG043486.D (-2579) (-) m/z 73.10 100.00%
43 /\w*
5000 129
213
i 187 185 ot 715100 1820 18,40 18,60
.l,|~. | ,l,...|| 1.2:?9,|-. 23 "m/z 60.10 88.39%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43

—

5000 129 LIS L L L L LB LN
83 18.00 18.20 18.40 18.60
m/z 43.10 83.29%
o1 157 185 213 256
—v—v—v—'lu-r“'" et -l|I--|-|-'|-|-'-23-9|l----|----|
m/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
43 3
T T T T R
18.00 18.20 18.40 18.60
5000 129 m/z 41.05 74 .25%
97
L T 2%
S | OV 2 L S
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid R e RERA R
43 3 18.00 18.20 18.40 18.60
m/z 55.10 71.15%
5000 129
97 199
Sl e | s
1 0 OO - - SISV S
m/z--> 50 100 150 200 250 300 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.29 5.57 ng 267430 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 90
3 3-Eicosene. (BE)- 280 C20H40 074685-33-9 90
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 89
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 3098 (21.291 min): BG043486.D (-3094) (-) m/z 57.10 100.00%
g7
1 \W«\Aj\\w
5000
111
RIS SRS BN BRI B
140 203228 27 356 21.00 21.20 21.40 21.60
A L LT ST 207 206327390384 446 m/z 55.10  78.70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
g5
83
5000 L I B B UL
21.00 21.20 21.40 21.60
29 111 m/z 43.10 78 .26%
Jl 1 1139167 196223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate
57
o7 21,00 21.20 21.40 21.60
5000 m/z 83.10 62.61%
125
211 l | 169105202250 294322 367 518
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)- Ll B m ma
57 21.00 21.20 21.40 21.60
83 m/z 69.10 57.91%
5000
29 111
J { ‘l 139167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 Cyclononasiloxane, octadeca... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .32 3.34 ng 166879 Perylene-di12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 56
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 45
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 27
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27
Abundance Scan 3614 (24.323 min): BG043486.D (-3608) (-) m/z 221.00 100.00%
47
73
281 355
5000
429
LN SN B
10 |1 t 31 461 503 24.00 24.20 24.40 24.60
ST Wt i1 8 P E‘I.'..,'.':z: '.I, e S e M/Zz 147.10  79.61%
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 LR AR B SRR R
24.00 24.20 24.40 24.60
m/z 73.10 69.69%
, | f75 651
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73 2400 24.20 24,40 24.60
5000 147 m/z 355.05 59.53%
8L am
109 | 189 L th 397429 517
m/z--> 50 100 150 200 2%0 300 350 400 450 500 550 600 650
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... L B B B
147 221 24.00 24.20 24.40 24.60
m/z 281.00 56.61%
73
5000
279
28 115, | 189
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 600 650 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 Eseroline, 7-bromo-, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.59 5.22 ng 260434 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eseroline. 7-bromo-. methvlcarba... 353 C15H20BrN302 114546-23-5 92
2 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 90
3 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 47
4 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 47
5 4-Hydroxybenzyl alcohol, bis(ter... 352 C19H3602Si2 1000364-43-9 16
Abundance Scan 3830 (25.592 min): BG043486.D (-3822) (-) m/z 221.05 100.00%
221
73
147
5000 281 355
B s 25.20 25.40 25.60 25.80 26.00
111 190 : : : : :
ISV WP Wi W .#..,3.1.5..1,....,l.l..l.‘,“?.l..,l.... e M/z 73.10  72.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #185665: Eseroline, 7-bromo-, methylcarbamate(ester)
4p 298
99
240
5000 U B PR BRI B
353 25,20 25.40 25.60 25.80 26.00
160 m/z 147.00 61.24%
0
miz-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H...
107 147
295 25.20 25.40 25.60 25.80 26.00
5000 228 m/z 281.00 50.94%
F87
m,“'l,j,lk,”,' T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl- A BT
73 147 221 429 25.20 25.40 25.60 25.80 26.00
m/z 355.10 38.26%
355
5000 281
475
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\HPCHEM1\BNA G\DATA\BG110419\

Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator : JU

3?22 le K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 unknown27.17 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
27.17 7.04 ng 351586 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15NO3 024451-17-0 37
2 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 35
3 4-Hvdroxvbenzvl alcohol. bis(ter... 352 C19H3602Si2 1000364-43-9 27
4 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 27
5 1H-Indole-2-carboxylic acid, 6-(... 369 C22H27NO4 1000316-17-3 22
Abundance Scan 4099 (27.172 min): BG043486.D (-4090) (-) m/z 221.05 100.00%
241
147
73
5000
RPN DU DU BUME I
101 175 26.80 27.00 27.20 27.40
oV PO Wt Y T -1 m/z 147.05 73.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
241
147
5000 UM AU BUARRE B
120 2680 27.00 27.20 27.40
77 m/z 73.10 65.58%
51 || 193
m/z--> 55 160 150 200 250 300 350 400 450 500
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H...
107 147
295 26.80 27.00 27.20 27.40
5000 m/z 281.00 59.04%
201
lll"ill&'III{lIIL?S?JII“IIIIIIIIII”IIIIIIIII Mﬂwwawmmﬂjm\wmmMmmAM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185178: 4-Hydroxybenzyl alcohol, bis(tert-butyldimethylsi... E B
221 26.80 27.00 27.20 27.40
m/z 355.05 54 _.20%
5000 295
73
4, ’ 1ot 1 253 352
mz-> 50 100 150 200 250 300 350 400 450 500 & | 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043486.D

Aca On : 4 Nov 2019 18:29

Operator :© JU

Sample - K5628-01

Misc :

ALS Vial : 8 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 unknown29.18 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
29.18 7.71 ng 385196 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 38
2 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15N0O3 024451-17-0 27
3 4-Hvdroxvbenzvl alcohol. bis(ter... 352 C19H3602Si2 1000364-43-9 16
4 3-Benzvlidene-2-indolinone 221 C15H11NO 003359-49-7 11
5 1,3(2H,4H)-1soquinolinedione, 6,... 369 C20H19NO6 1000115-82-7 10
Abundance Scan 4441 (29.182 min): BG043486.D (-4433) (-) m/z 221.10 100.00%
221
147
5000 73 281 355 “WVWAM~VANA///\x\WVmMNMW~WMN
© | e | 10 A
m/z 147.10 55.76%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-

5000

i

I T I
28.80 29.00 29.20 29.40

m/z 73.10 52.47%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221
L L e Eaa S
28.80 29.00 29.20 29.40
5000 10 m/z 355.05 51.64%
7
51 193
L L e B s B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185178: 4-Hydroxybenzyl alcohol, bis(tert-butyldimethylsi... R AR R e
221 28.80 29.00 29.20 29.40
m/z 281.00 50.94%
5000 295
73
147 179
N PR o B N O -~ W — SA——
m/z--> 50 100 150 200 250 300 350 400 450 500 28.80 29.00 29.20 29.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG110419\

Data File : BG043486.D

Acq On : 4 Nov 2019 18:29

Operator : JU

3?22 le - K5628-01 RBR200055-RBR200034-RT1868
ALS Vial : 8 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 9.6 ng 153438 1 8.01 320146 20.0
2-Pentanone, 4-hy... 5.12 13.8 ng 220841 1 8.01 320146 20.0
unknown? .55 7.55 65.3 ng 1045720 1 8.01 320146 20.0
n-Hexadecanoic acid 18.28 16.9 ng 594973 4 17.39 706394 20.0
5-Eicosene, (E)- 21.29 5.6 ng 267430 5 21.66 960077 20.0
Cyclononasiloxane... 24.32 3.3 ng 166879 6 24.85 998777 20.0
Eseroline, 7-brom... 25.59 5.2 ng 260434 6 24.85 998777 20.0
unknown27.17 27.17 7.0 ng 351586 6 24.85 998777 20.0
unknown29.18 29.18 7.7 ng 385196 6 24.85 998777 20.0
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