LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125423.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 8 16 22 rVB 3109840 4137440 91.52% 14.041%
2 5.098 509 512 523 rVB 167453 189523 4.19% 0.643%
3 5.510 578 582 595 rBV 1991986 1816970 40.19% 6.166%
4 6.510 749 752 760 rBV 1064052 1075717 23.79% 3.651%
5 6.887 812 816 819 rBV 962161 827376 18.30%  2.808%
6 7.451 906 912 915 rBV 2685502 2642615 58.45% 8.968%
7 8.081 1013 1019 1022 rBV2 36762 64781 1.43% 0.220%
8 8.169 1030 1034 1037 rBV 1136159 1053157 23.29% 3.574%
9 9.245 1212 1217 1220 rBV 5045748 4521050 100.00% 15.343%
10 9.586 1271 1275 1280 rBv2 87491 113344 2.51% 0.385%
11 9.827 1312 1316 1321 rBV8 31198 51910 1.15% 176%
12 9.922 1328 1332 1336 rBV 1280172 1192157 26.37% 046%
13 10.327 1395 1401 1408 rBV9 37901 71626 1.58%

14 10.716 1463 1467 1476 rBV 3066478 3019069 66.78% 1
15 11.416 1582 1586 1589 rVB 1241113 1140835 25.23%
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16 11.933 1670 1674 1677 rBV2 367365 350617 7.76%
17 12.716 1804 1807 1819 rVB 148029 175587 3.88% ©.596%
18 13.004 1851 1856 1859 rVB 4829546 4488615 99.28% 15.233%
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19 13.880 2001 2005 2008 rBV3 109475 144045 3.19% 0.489%
20 13.921 2008 2012 2025 rVB2 163412 286795 6.34% 0.973%

21 14.057 2031 2035 2040 rVB 1152966 946143 20.93%
22 14.686 2138 2142 2148 rVB 124030 165739 3.67%
23 15.551 2283 2289 2294 rBV 684346 885793 19.59%
24 15.633 2299 2303 2310 rVB2 62948 105669 2.34%
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Sum of corrected areas: 29466573
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40

Operator Ju/caG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000
p.181

3000000

2000000

1000000

0

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

BF081821.M

TIC: BF125423.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 100.01 ng 4137440 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
Abundance  Scan 16 (2.181 min): BF125423.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
‘ 2.202.302.402.502.60
oHWWwW‘WH_Ww,m_HWww,wwww m/z 43.00 44.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRNRERERRRRRRRRRE)
430 2.202.302.402.502.60
87.0 m/z 55.00 34.99%
90 | dso ||
O\H‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘\H\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T T T T T
2.202.302.402.502.60
5000 m/z 87.10 25.85%
55.0
27.0 41l
oL 230 1L 4 L %80 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e
73.0 2.202.302.402.502.60
87.0 m/z 41.00 14.17%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HWHHM‘HMHWH‘WHH_‘HMHW‘HWHHM‘HWHW‘HWHH T T T o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.098 4.58 ng 189523 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 512 (5.098 min): BF125423.D\data.ms (-509) (-) m/z 42.95 100.00%
43.0
59.0
5000
N S RERRE R L
‘ 83.0 101.0 4.80 5.00 5.20 5.40
Ol bbb bl e e M/Z 59.00 61.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L B R I B R
4.80 5.00 5.20 5.40
101.0 m/z 101.00  16.15%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.00 16.10%
41.0
29.0 101.0
Oy Al 730 880 L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- A Ra e RAEEaRE T
59.0 4.80 5.00 5.20 5.40

m/z 41.00 8.68%

5000

101.0
41.0

27.0
ol 180 =00 1) 710 830
N RN SR R 1/ L R

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_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 6.15 ng 350617 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 1674 (11.933 min): BF125423.D\data.ms (-1670) (- m/z 60.00 100.00%
60.0
5000
129.0
=
‘ 12.00
Obrerrrrrl m/z 73.00  89.85%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 3
430 730 256.0
5000 T
129.0 12.00
m/z 43.00 88.09%

213.0
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘()\\\\ HH\H \M\‘\‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
\

12.00

5000 m/z 57.00 81.52%
129.0 242.0
199.0
P

O brrrpebee il LA M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75718: Dodecanoic acid —

73.0 12.00

m/z 55.00  73.90%

5000
43.0 129.0
157.0
[
L ) |

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 n-Decanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.716 3.08 ng 175587  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 43

Abundance Scan 1807 (12.716 min): BF125423.D\data.ms (-1804) (- m/z 43.00 100.00%

43.0
73.0
5000
129.0
185.1 2412 —— —
I | ‘ 2 g4 12.50 13.00
ob— @‘M mM\JH\wM‘MM‘w\\M‘\“‘ L m/z 57.00 96.20%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
12.50 13.00
97.0 1710 213.0 256.0 m/z 59.95 87.16%
oLb— ‘M‘ H\‘\ \\hH\ u‘\ i ‘ ‘ ‘ . \[ ““\‘ . “\‘ —
m/z--> 50 50 200 250
Abundance #46962.n—Decanok:add
60.0
T —
12.50 13.00
m/z 55.00 83.80%
5000 20.0 1290
172.0
7.0
oL ““‘ LH‘H‘\\‘ A ‘uh? h‘\ }H‘ I ‘\‘ . “ — — -
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid —— —
73.0 12.50 13.00
43.0 m/z 72.95 79.41%
5000 129.0
185.0
H 228.0
oL ““ ‘u H\\‘ H‘ ﬂhH \‘\H T ‘\‘\‘ e \‘ . “\‘ — — O e
m/z--> 50 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl3.880 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.880 3.04 ng 144045 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,8,12,16-tetraoxaeicosan-1-o0l 306 C16H3405 1010397-63-6 43
2 Hydrazine, 2-butyl-1,1-dimethyl- 116 C6H16N2 054007-23-7 38
3 Methyl 2,5,8,11,14,17-hexaoxanon... 324 C14H2808 1000366-81-4 38
4 Methyl 2,5,8,11,14,17,20,23,26-n... 456 C20H40011 1000366-81-1 38
5 1-Propanol, 2-(2-methoxypropoxy)- 148 C7H1603 013588-28-8 37

Abundance Scan 2005 (13.880 min): BF125423.D\data.ms (-2001) (- m/z 59.00 100.00%

59.0
5000
105.0
163.1 .
289.- 13. 50 14 00
HM\ |l 2311 ‘ 9
ol ol b P L m/z 105.00  35.66%
miz--> 50 100 150 200 250
Abundance #206623: 4,8,12,16-tetraoxaeicosan-1-ol
59.0
5000
13. 50 14 00
1170 m/z 117.00  27.86%
O T T \“ ‘\‘H“ “ \“ T ‘\ “ \“\ T T ‘ \17\5\.0\ ‘2\1\9.\0 T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9391: Hydrazine, 2-butyl-1,1-dimethyl-
59.0
Yy WL
13.50 14.00
5000 m/z 163.10 19.85%
116.0
28.0 ‘ ‘
ob—blb b 4t
m/z--> 50 100 150 200 250
Abundance #228587: Methyl 2,5,8,11,14,17-hexaoxanonadecan-19-c
59.0 13.50 14.00
m/z 289.10 15.98%
117.0
5000
29.0‘ ‘
A O N 7 = T S
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.921 6.06 ng 286795 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 72
3 Benzene, 1-isocyanato-2-methoxy- 149 C8H7NO2 000700-87-8 46
4 Phthalic acid, 7-bromoheptyl oct... 454 C23H35Bro4 1000415-52-2 43
5 Phthalic acid, propyl octadecyl ... 460 C29H4804 1000308-96-7 38

Abundance Scan 2012 (13.921 min): BF125423.D\data.ms (-2008) (-  m/z 105.00 100.00%

105.0
149.0
5000
s
o 178.9 282.( 14.00
ol bl gy ol | 1789 2200 2820 149 00 g6.16%
miz--> 50 100 150 200 250
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000 L
14.00
m/z 77.00 41.59%
51.0
0 18.0 | | 179.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
—rs
105.0 14.00
5000 ITI/Z 51.00 12.19%
o 51.0 | 1780 239.0
; —_ S
miz--> 50 100 150 200 250
Abundance #27257: Benzene, 1-isocyanato-2-methoxy-
149.0 14.00
m/z 150.00 9.77%
5000
106.
51.0 ‘
o2l ;“ U NI ﬂ LA oy
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 2-Propanol, 1,1'-[(1-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.686 3.50 ng 165739 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 64
2 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 59
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
4 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 53
5 Allyldimethylsilane 100 C5H12Si 003937-30-2 43

Abundance Scan 2142 (14.686 min): BF125423.D\data.ms (-2138) (- m/z 59.00 100.00%

59.0
5000
L .
e -
ol bl B3 RS m/z 103.00  29.40%
mlz--> 50 100 150 200 250 300 350
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox
59.0
5000
14.50 15.00
103.0 m/z 117.00 14.47%
O 178‘\.q\ \M ” \‘\ T “‘\‘\ T \]_‘6\‘1\0\ T ‘ L ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #82003: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-r
59.0
W o
14.50 15.00
5000 m/z 57.95  10.30%
117.0
161.0
miz--> 50 100 150 200 250 300 350
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 14.50 15.00
m/z 45.00 9.80%
5000
103.0
oAl e ey — —r
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-(1-tert-Butoxypropan-2-yl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.633 2.39 ng 105669 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 59
2 3,6,9,12,15,18,21,24-0ctaoxapent... 498 C23H5009Si 1000352-09-8 45
3 Allyldimethylsilane 100 C5H12Si 003937-30-2 43
4 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 42
5 Methane, diethoxy- 104 C5H1202 000462-95-3 42

Abundance Scan 2303 (15.633 min): BF125423.D\data.ms (-2299) (- m/z 59.00 100.00%

59.0
5000 103.0 J
ey A

1610 5y q 2091 347255 15.50 16.00
S 19 O O R I P 103.00  38.06%

mlz--> 50 100 150 200 250 300 350
Abundance  #64374: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol
59.0
5000

15.50 16.00
103.0 57.90  14.44%

l‘an““\“‘ \\‘\“\‘\]\-4\6’\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #337627: 3,6,9,12,15,18,21,24-Octaoxapentacosan-1-ol,
59.0
103.0

o

o

15.50 16. 00
147.0
o590 ULl 1L 18802s300705210
m/z--> 50 100 150 200 250 300 350 fWk
Abundance #4108: Allyldimethylsilane M ‘ ‘ ﬂw‘ ‘
59.0 15 50 16.00
m/z 99.95 9.78%
5000
‘ J{OO 0
oHMMM‘HMH,‘m_m_m‘””_m — —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125423.D

Acqg On : 10 Sep 2021 14:40
Operator : JU/CG

Sample : M3688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.181 100.0 ng 4137440 1 6.886 827376 20.0
2-Pentanone, 4-... 5.098 4.6 ng 189523 1 6.886 827376 20.0
n-Hexadecanoic ... 11.933 6.2 ng 350617 4 11.416 1140840 20.0
n-Decanoic acid 12.716 3.1 ng 175587 4 11.416 1140840 20.0
unknown13.880 13.880 3.0 ng 144045 5 14.057 946143 20.0
Diethylene glyc... 13.921 6.1 ng 286795 5 14.057 946143 20.0
2-Propanol, 1,1... 14.686 3.5 ng 165739 5 14.057 946143 20.0
1-(1-tert-Butox... 15.633 2.4 ng 105669 6 15.551 885793 20.0
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