LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032195.D

Aca On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample : J1231-02

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA G\METHODS\8270-BG011218.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 5.666 397 405 413 rBV 32756 54509 1.52% 0.301%
2 6.177 484 492 502 rBV 608212 1080105 30.15% 5.956%
3 7.852 768 777 792 rBV 615994 1192834 33.30% 6.578%
4 8.257 838 846 858 rVB 676831 1224267 34.17% 6.751%
5 8.739 921 928 937 rVB 138209 255446 7.13% 1.409%

9.080 976 986 996 rBV 520961 974180 27.19% 5.372%
9.938 1124 1132 1142 rBV 375566 698396 19.49% 3.851%
11.624 1411 1419 1431 rVB 185379 345820 9.65% 1.907%
14.004 1816 1824 1836 rBB 1245145 1948889 54.40% 10.747%
14.803 1950 1960 1966 rBV 101322 157585 4._.40% 0.869%

=
QO ~NO®

11 15.378 2048 2058 2069 rBv2 321389 526497 14.70% 2.903%
12 16.706 2278 2284 2293 rVB 73333 112677 3.15% 0.621%
13 16.853 2302 2309 2320 rBV 1144904 1813375 50.62% 10.000%
14 18.111 2516 2523 2533 rVB2 466162 727923 20.32% 4.014%
15 18.927 2657 2662 2668 rBV3 37698 51822 1.45% 0.286%

16 20.649 2948 2955 2966 rBV 2672692 3582541 100.00% 19.756%
17 21.982 3177 3182 3189 rBV2 75749 116425 3.25% 0.642%
18 22.447 3251 3261 3269 rBV 547649 1022874 28.55% 5.641%
19 24.198 3551 3559 3568 rBV6 19689 49258 1.37% 0.272%
20 25.408 3757 3765 3774 rBv4 35947 105717 2.95% 0.583%

21 26.148 3877 3891 3904 rBV2 321256 1049095 29.28% 5.785%
22 26.912 4009 4021 4039 rVB4 64050 249813 6.97% 1.378%

23 28.780 4322 4339 4356 rBv4 95752 488499 13.64% 2.694%
24 31.136 4724 4740 4741 rBV2 110180 305639 8.53% 1.685%

Sum of corrected areas: 18134186
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032195.D

Aca On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample : J1231-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG032195.D
2500000

2000000

1500000

1000000

6.18 7.85 8.26

500000 9.94

8.74 11.62
5.67

e L L L -

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG032195.D

20.65
2500000

2000000

1500000

14.00
16.85

1000000

22.45

500000 18.11
15.38

14.80 16.7 18.93 21.98

O e L o o o e o L L e o e o L o o LA A e e e e

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 TIC: BG032195.D

2500000

2000000

1500000

1000000

500000
26.15

24.20 25.41 A 26.91 28.78 31.14

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:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032195.D

Aca On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample : J1231-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 7

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

5.67 4.27 ng 54509 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 47
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 12
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 406 (5.672 min): BG032195.D (-397) (-) m/z 43.00 100.00%
43
59
5000
101
540 560 5.80 6.00
Obrrerrerrprrerprreier otk 0 & TWM/Z 59.10  68.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L UL UL
59 540 560 580 6.00
m/z 101.00 29.79%
15 31 101
0 Tl N 50 . 83 . ‘
AR IR LRI I I IR LA IR NN LSS B SRR SARES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
540 560 580 6.00
5000 m/z 58.10 14 .60%
a 4
102
oL 15 51 B g7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43 5.40 560 5.80 6.00
m/z 41.00 9.31%
5000
101
31 58
0 2l Ll 50 | 65 73 80 87 117 130
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032195.D

Aca On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample : J1231-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 unknown8.26 Concentration Rank 1

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

8.26 95.85 ng 1224270 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 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 846 (8.257 min): BG032195.D (-838) (-) m/z 132.00 100.00%
32
5000
68
96 U RS SR I L
40 || 65 | ‘ - 8.00 820 8.40 8.60
0,..”¢'J'-' s L o e B SR o m/z 134.00 34 .92%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U RS SR IR L
8.00 8.20 8.40 8.60
2 m/z 68.05 34 .59%
0,..‘..”‘,l.H.,.l..,....,....,..‘. S
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132
LRRNE RS RN MARE LR
8.00 8.20 8.40 8.60
5000 67 m/z 66.00 25.05%
41 97
53
79 117
R R S UL B W L WL B WA A
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R REEEE L SR e
132 8.00 8.20 8.40 8.60
m/z 69.10 16.44%
5000
92
65
oz P8t [T Wy |
miz-> 20 40 6|0 80 100 120 140 160 180 200 220 800 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032195.D

Aca On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample : J1231-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.71 4.28 ng 112677 Acenaphthene-d10 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 2.4.6-Trimethoxvtoluene 182 C10H1403 014107-97-2 43
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 38
4 7-Phosphabicvclol2.2.1Thept-2-en... 182 C11H19P 1000151-83-5 38
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 35
Abundance Scan 2285 (16.712 min): BG032195.D (-2278) (-) m/z 105.00 100.00%
105 182
77
5000
i 1610 16,60 1630 17100
152 - - - -
| .'|. PO R N A ol m/z 182.10 84.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105
77 182
5000 UL U SRR
16.40 16.60 16.80 17.00
51 m/z 77.10 64 .34%
o | 63 | 87 | 115 126 139 152 165
miz--> 20 40 60 80 100 120 140 160 180
Abundance
182
SRDARRARAERA SRR RARRS
16.40 16.60 16.80 17.00
5000 151 m/z 51.00 21.51%
121 167
77 91 109 139
15 27 39 %3 65
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27532: Acetophenone, 2-chloro- R e
105 16.40 16.60 16.80 17.00
m/z 181.10 12.43%
77
5000
51
o4 27 39 | 6 | 9 | 15 15
m/z--> 20 40 60 80 100 120 140 160 180 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032195.D

Aca On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample : J1231-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.98 2.28 ng 116425 Chrysene-di12 22 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 1-Eicosene 280 C20H40 003452-07-1 96
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3182 (21.982 min): BG032195.D (-3177) (-) m/z 55.10 100.00%
55
111
5000
139
I 167 207 280 21 21.60 21.80 22.00 22.20
0 by ad oty b 3B Tn/z 57.10 0 99.88%
m/z--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
21.60 21.80 22.00 22.20
29 111 m/z 83.10 95.81%
o LUl L1 167 106 223 252 280
m/z--> 50 100 150 200 250 300
Abundance
57 97
21.60 21.80 22.00 22.20
5000 m/z 97.10 93.23%
125
280
o 29 79 198 182 210 252
m/z--> 50 100 150 200 250 300
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
3 21.60 21.80 22.00 22.20
69 m/z 43.05 89 .36%
o7 280
5000
125 251
o2 -“. e 2 i N R
m/z--> 50 100 150 200 250 300 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032195.D

Aca On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample : J1231-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 unknown25.41 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.41 2.02 ng 105717 Perylene-di12 26.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 47
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 45
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 35
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 22
5 Trisiloxane, octamethyl- 236 C8H2402S1i3 000107-51-7 22
Abundance Scan 3765 (25.408 min): BG032195.D (-3757) (-) m/z 221.10 100.00%
73 147 21
281
5000
429 DAL AR R B N
l l 1 l%ﬁ% %m%m%m%m%m
(R I RS ST B NN N S “.Hm...nth“.“.”,”.w.. m/z 147 .05 88.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
73 221
147
5000 281 R SRR BRI BRI U
355 2500 25.20 25.40 2560 25.80
443 m/z 73.00 78.59%
0..?(.3'....'....'..]:3.9........ ek h”” ""‘I""I""I""I""I"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73 147 221 429
255 25.00 25,20 2540 25.60 25.80
5000 281 m/z 281.00 57.02%
. 475 651
m/z--> 56 160 1éo 200 250 300 350 400 4éo 560 550 660 eéo
Abundance #237932: Heptasiloxane, hexadecamethyl- A EAE R s
221 25.00 25.20 25.40 25.60 25.80
m/z 355.10 42 .78%
73
5000 147 081
341
0 100 | 189, | || 397429 517
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O eéo 25.00 25.20 25.40 25.60 25.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032195.D

Aca On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample : J1231-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 5
R.T. EstConc Area Relative to ISTD R.T.
26.91 4.76 ng 249813 Perylene-di12 26.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 74
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si16 000107-52-8 37
3 Acetamide. 2-(5.7-dimethvl-T1.2.... 389 C21H19N50S 1000304-63-9 30
4 4-Hvdroxvbenzvl alcohol. bis(ter... 352 C19H3602Si2 1000364-43-9 27
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO03 024451-17-0 22
Abundance Scan 4021 (26.912 min): BG032195.D (-4009) (-) m/z 221.10 100.00%
221
147
73 281
5000 355
39 l l | 419 503 26.60 26.80 27.00 27.20
Ottt e e o e e | M/ 147.05° 69.02%
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
26.60 26.80 27.00 27.20
‘ ars m/z 281.10 53.89%
AN NN N 8 Y N SN S .-
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
26.60 26.80 27.00 27.20
5000 281 m/z 73.00 52.07%
355
443
o 36 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #207038: Acetamide, 2-(5,7-dimethyl-[1,2,4]triazolo[1,5-a]... R EA B B S
221 26.60 26.80 27.00 27.20
m/z 355.10 38.80%
108
5000{ 39 167
o ML v T 389
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012018\
Data File : BG032195.D

Acq On : 21 Jan 2018 00:57

Operator : SJ/JU

Sample - J1231-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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... 5.67 4.3 ng 54509 1 8.74 255446 20.0
unknown8.26 8.26 95.8 ng 1224270 1 8.74 255446 20.0
Benzophenone 16.71 4.3 ng 112677 3 15.38 526497 20.0
5-Eicosene, (E)- 21.98 2.3 ng 116425 5 22.45 1022870 20.0
unknown25.41 25.41 2.0 ng 105717 6 26.14 1049100 20.0
Cyclononasiloxane... 26.91 4.8 ng 249813 6 26.14 1049100 20.0
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