LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On : 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 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-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124900.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.463 571 574 580 rBB 84862 73154 83.31% 8.104%
2 6.481 743 747 750 rBV 92347 80710 91.91% 8.941%
3 6.851 808 810 813 rBB 36982 27793 31.65% 3.079%
4 7.416 902 906 909 rBB 66965 52365 59.63% 5.801%
5 8.045 1011 1013 1018 rBB 2542 2802 3.19% 0.310%
6 8.134 1025 1028 1031 rBB 48313 39581 45.07%  4.385%
7 9.210 1207 1211 1214 rBB 116758 87812 100.00% 9.728%
8 9.892 1323 1327 1329 rBB 52073 44992 51.24%  4.984%
9 10.675 1457 1460 1463 rBB 47806 33638 38.31% 3.726%
10 11.375 1576 1579 1582 rBB 63163 45955 52.33% 5.091%
11 11.892 1659 1667 1672 rBV 35419 43396 49.42%  4.807%
12 12.592 1782 1786 1787 rBV 1296 1611 1.83% 0.178%
13 12.639 1792 1794 1796 rVV 1862 1660 1.89% 0.184%
14 12.680 1796 1801 1810 rVB 33715 45904 52.28% 5.085%
15 12.822 1821 1825 1828 rBV 738 1481 1.69% 0.164%
16 12.957 1844 1848 1851 rBV 114499 87526 99.67% 9.696%
17 13.327 1899 1911 1919 rBB3 17270 51564 58.72% 5.712%
18 13.480 1934 1937 1940 rBB 807 1138 1.30% 0.126%
19 13.904 2003 2009 2011 rBV 2128 2829 3.22% 0.313%
20 14.010 2024 2027 2031 rBB 42761 34233 38.98% 3.792%
21 14.216 2056 2062 2069 rBB2 20462 36838 41.95% 4.081%
22 14.474 2103 2106 2109 rBB 1769 1667 1.90% 0.185%
23 14.780 2155 2158 2160 rBB 3105 2786 3.17% ©.309%
24 14.892 2170 2177 2183 rBB2 10386 20389 23.22%  2.259%
25 15.115 2212 2215 2218 rVB 4612 5564 6.34% 0.616%
26 15.351 2251 2255 2256 rBV2 2732 3237 3.69% 0.359%
27 15.480 2272 2277 2283 rVB2 20575 28201 32.12% 3.124%
28 15.645 2296 2305 2310 rBB3 4806 12842 14.62% 1.423%
29 15.927 2349 2353 2357 rBB2 3689 5832 6.64% 0.646%
30 16.439 2435 2440 2442 rBB2 2677 3010 3.43% 0.333%
31 16.515 2445 2453 2459 rBB2 4098 10146 11.55% 1.124%
32 17.533 2623 2626 2634 rVB4 3213 7021 8.00% 0.778%
33 18.745 2828 2832 2833 rBV2 1105 1517 1.73% 0.168%
34 18.756 2833 2834 2842 rVB2 1913 3508 3.99% 0.389%

Sum of corrected areas: 902702
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\

BF124900.D
2 Aug 2021 10:55
Ju/CG
: M3228-04 .
. 20210552-COM-25
: 4 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator Ju/caG

Sample : M3228-04 :
Misc . 20210552-COM-25
ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Decanoic acid, silver(1+) salt Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.892 18.89 ng 43396  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, silver(1+) salt 278 C10OH19Ag02 013126-67-5 53
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 8-Methylnonanoic acid 172 C1eH2002 005963-14-4 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 37

Abundance Scan 1667 (11.892 min): BF124900.D\data.ms (-1659) (- m/z 43.10 100.00%

43.1
5000
129.1
87.0 213.1 Ay g
| H ‘ 71 ‘ 1150 12,00
ol TR m/z 60.00  85.19%
mlz--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt
73.0
155.0
5000 T
11.50 12 00
29 m/z 41.10 84.40%
ol QMWM\‘\ | 217.0 279.0 330.0 387.(
\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘
miz--> 50 100 150 200 250 300 350
Abundance #60690: Undecanoic acid
60.
— AL ;
11.50 12.00
5000 m/z 73.00  82.69%
129.0
186 0
olss L |
miz-> 50 150 200 250 300 350
Abundance #46984:8—MethWnonan0k:add — e
43.0 129.0 11.50 12.00
m/z 57.10 65.71%
5000
87.0
L ) w0 A
mlz--> 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.680 19.98 ng 45904  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 1801 (12.680 min): BF124900.D\data.ms (-1796) (- m/z 43.10 100.00%

431 730
5000 129.0
1851 . . RERESEL: I L
‘ H‘ | ‘ | 284 12.50 13.00
ol M Ll 1wz ee.ee  91.46%
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000
129.0 1250 1300
m/z 41.10 88.05%
Ll T e =
O\\\H’ M\\H HH\H‘M M“““\“‘\‘ ‘L““\‘
m/z--> 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
12 50 13 00
5000 129.0 ITI z 73.00 84.23%
7.0 1710 2130 256.0
o) E— ‘“’ h“ A ‘\ Hh”\ u‘\ ul ‘ “ ‘ . \‘ ““ I “\‘ -
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0 12 50 13 00
m/z 57.10 74.88%
5000 129.0
‘ 199.0 2420
oL H’u“ il HHM“H H\M‘L i ‘\“1‘61.0{\‘ \i L ‘\“ . -
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55
Operator : JU/CG

Sample : M3228-04

Misc :

ALS Vvial : 4

Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M

Quant Title

TIC Library
TIC Integration

: C:\Database\NIST20.L

Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.327 30.13 ng 51564 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 78
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 72
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1911 (13.327 min): BF124900.D\data.ms (-1899) (-]
57.1

5000

o

85.1

113.0
[

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance

5000

29.0

o

#158598: Nonadecane

57.0

85.0

I HH\ Il \\‘113 0 141 0 169.0197.0 268 (

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance
57

5000

29 0

o

#152677: Sulfurous acid, butyl nonyl ester

.0

85.0

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #
57

5000

141076: Pentadecane, 2,6,10-trimethyl-
.0

85.0

‘ ‘113 .0
|

[ | 1410 183.0211.0239.0

m/z 57.10 100.00%

e

13. OO 13 50
m/z 43.10 76.14%

N

13.00 13.50
m/z 71.10 74.74%

|

13. 00 13 50
m/z 85.10 47 .95%

|

13. 00 13 50
m/z 55.10 34.91%

0 _L‘H‘\MH

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator Ju/caG

Sample : M3228-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

20210552-COM-25

BFO072221.M

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 Heptacosane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.216 21.52 ng 36838 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59

Abundance Scan 2062 (14.216 min): BF124900.D\data.ms (-2056) (-]
57.1

5000
o‘H‘“1H“M"‘m_m_m‘m‘_m
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000
0 “\ gl F ; 141.0183.0 225.0 267.0 3230 380.!(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\
m/z--> O 100 150 200 250 300 350
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
5000
127.0
oL L, hm‘m‘179-9‘w_m_m_m
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000
9.0
obbL L] 2010 200
m/z--> 50 100 150 200 250 300 350
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m/z 57.10 100.00%
v N g
14.00 14.50
m/z 43.106  71.91%
AT A
14.00 14.50
m/z 71.10  62.33%
T ‘ T \ﬂ‘ T
14.00 14.50
m/z 85.10  54.02%
—— —
14.00 14.50
m/z 41.16 30.11%
el
14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl14.892 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.892 14.46 ng 20389 Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, heptyl hexyl 200 C13H280 007289-40-9 38
2 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 36
3 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 25
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 12
5 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 12
Abundance Scan 2177 (14.892 min): BF124900.D\data.ms (-2170) (. m/z 57.00 100.00%
57.0
85.1
5000 24100 [\ M
o AL
‘ ‘ 14.50 15.00
0t e e e e e e m/z 43.00  85.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #76029: Ether, heptyl hexyl
57.0
co00 f\nﬂw\n [} »/\M nfy
85.0 14.50 15.00
41,0 m/z 71.10  66.22%
O\ ‘ \H‘\ T \“‘ T 1”‘! T ‘H‘\ T \H“\\]-?-S\.‘O\ L ‘ T 1T ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester /\
43.0 A
14.50 15.00
m/z 85.10 54.80%
5000 710
27|0 ‘ ‘ 97.0
| O L S
miz--> 20 40 60 80 100 120 140 160 ﬂ
Abundance #76049: Hexane, 1-(hexyloxy)-5-methyl- -
57.0 14.50 15.00
m/z 41.00 38.29%
5000
41.0 85.0
0280 H ‘hu o wso 1570 — ﬂ i
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\

Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator Ju/caG

Sample : M3228-04 :
Misc . 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: 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 unknownl5.116 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.116 3.95 ng 5564  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-2-Hexenyl 2-methylbutyrate 184 C11H2002 1000433-23-8 9

2 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
3 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
4 Azetidine, 2-methyl- 71 CAHSN 019812-49-8 3
5 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 3

Abundance Scan 2215 (15.115 min): BF124900.D\data.ms (-2212) (-]
57.0

m/z 57.00 100.00%

5000 85.0 X
Ll
15.00 15.50
O I B o B R IR m/z 71.10 45.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58598: trans-2-Hexenyl 2-methylbutyrate
57.0
5000 ﬂ T T A T T ] l
85.0 15.00 15.50
29.0 m/z 85.00 41.38%
Ll
O‘\\\\‘\\\‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘i\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1789: 5H-Tetrazol-5-amine
57.0 ﬂ
— —
15.00 15.50
5000 85.0 ITI/Z 43.05 39.52%
0 38
R e B s e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1790: 1H-Tetrazol-5-amine
57.0 15.00 15.50
28.0 m/z 41.10 37.16%
5000
85.0
0 ! n e A A
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50

8270-BF072221.M Tue Aug 03 11:00:10 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl5.351 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.351 2.30 ng 3237 Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 2
2 Ethyl isocyanide 55 C3H5N 000624-79-3 1

3 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
4 Azetidine 57 C3H7N 000503-29-7 1

5 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 1

Abundance Scan 2255 (15.351 min): BF124900.D\data.ms (-2251) (- m/z 43.00 100.00%

43.0
57.0
5000
91.0 /\ (\\\
| T\ AT
15.00 15.50
O [ T T e e m/z 57.00  63.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #25566: 3,4-Hexanediol, 2,5-dimethyl-
31.0 48.0 73.0
57.0 M
5000 - ‘ M\ ‘
15.00 15.50
m/z 55.00 54.91%
O\\\‘\\\\‘\\\\‘\\\\}!\‘\\‘\‘\\“}\\\‘\“H\\\‘\\\\‘\\\\]_‘0\3\\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #177: Ethyl isocyanide
29.0
55.0 ‘ T T ‘ T
15.00 15.50
5000 m/z 41.00 46.53%
180
0t ‘ml_m‘mWm_mwH_m‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A ﬂ
Abundance #211: Methane, isocyanato- — L
57.0 15.00 15.50
m/z 91.00 36.16%
5000 28.0
0 15.0 | 420
AR B e N R R RRRRR — ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl5.645 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.645 9.11 ng 12842 Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 2-methyl- 71 C4HON 019812-49-8 5
2 Azetidine, 1-methyl- 71 C4HOSN 004923-79-9 5
3 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
4 2-Propenamide 71 C3H5NO 000079-06-1 4
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 4
Abundance Scan 2305 (15.645 min): BF124900.D\data.ms (-2296) (- m/z 57.00 100.00%
57.0
43.1
711
5000 85.0 N
il ~
15.50 16.00
O+ e e e m/z 43.10 79.01%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #699: Azetidine, 2-methyl-
28.0
5000 560 1h \h T T T \Mﬂ\ﬂ T ‘n T
. 71.0 15.50 16.00
m/z 71.10 63.43%
O\\\‘\\\\H\!‘!\H‘\Hl H!HH‘\H\‘\}\\‘HH‘\H\‘\}H‘\H\‘HH‘HH‘HH‘
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #700: Azetidine, 1-methyl-
28.0
—— o
15.50 16.00
5000 m/z 85.00 44.21%
71.0
om_mwmel!HMW_HWH_HWwW_W‘Wm_m‘
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1789: 5H-Tetrazol-5-amine e e
57.0 15.50 16.00
m/z 55.00 29.55%
5000 85.0
42.0
omewwmHMWWwa"WWHWWH‘ LR AL
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 9 unknownl15.927 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.927 4.14 ng 5832  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 trans-2-Hexenyl 2-methylbutyrate 184 C11H2002 1000433-23-8 9
3 Azetidine, 1-methyl- 71 C4HON 004923-79-9 5
4 Azetidine, 2-methyl- 71 C4HON 019812-49-8 5
5 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
Abundance Scan 2353 (15.927 min): BF124900.D\data.ms (-2349) (- m/z 43.00 100.00%
43.0
71.0
L )
R L
16.00
-ttt m/z 57.00 97.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2052: Butane, 2,2-dimethyl-
43.0
71.0 (
5000 T i
16.00
m/z 71.00 70.93%
O \1\5\-‘0\‘\\\“H\\““\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58598: trans-2-Hexenyl 2-methylbutyrate
57.0
H—
16.00
m/z 85.20 58.14%
5000 85.0 /
29.0
0 1640
miz--> 20 40 60 80 100 120 140 160 180
Abundance #700: Azetidine, 1-methyl- e
28.0 16.00
m/z 41.00 56.16%
5000
56.0 ﬁ
Ofrrrp e
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 10 unknownl6.439 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.439 2.13 ng 3010 Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 42
2 1-Todo-2-methylnonane 268 C10H21I 1000101-47-9 36
3 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 9
4 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 9
5 Undecane, 4-ethyl- 184 C13H28 017312-59-3 9
Abundance Scan 2440 (16.439 min): BF124900.D\data.ms (-2435) (- m/z 43.10 100.00%
3.1
5000 e 207.0 \ n
‘ -
16.50
O e e e e e m/z 57.10 82.59%
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #157264: Decane, 1-iodo-
57.0
85.0 \
5000 T
16.50
29.0 m/z 41.00 51.67%
155.0
ol L]y 12707 1830 268.(
H’\H\‘\H\‘HH’\H\‘\H\‘HH’\\H‘\H\‘HH’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #157266: 1-lodo-2-methylnonane
43.0
e
16.50
5000 71.0 m/z 71.18  50.70%
L |1 1990270 1600 s e
e e e e e
m/z--> 20 40 60 80 100120140 160180200220240260
Abundance #59052: Undecane, 3,7-dimethyl- A
43.0 16.50
m/z 85.00 45.13%
5000 710
o h‘ L) 990127 0155.01840
e e e e e e AL
m/z--> 20 40 60 80 100120140160 180200 220240260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\

Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator Ju/caG

Sample : M3228-04 :
Misc . 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: 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 11 unknownl6.515 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.515 7.20 ng 10146 Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 2-methyl- 71 C4HON 019812-49-8 5
2 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
3 2-Propenamide 71 C3H5NO 000079-06-1 4
4 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 4

Abundance Scan 2453 (16.515 min): BF124900.D\data.ms (-2445) (- m/z 57.00 100.00%
7.0
43.0
71.1
5000 85.1
T 1
‘ 16.50
O T T T T T T T T T T T T m/z 43.00 82.64%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #699: Azetidine, 2-methyl-
28.0
42.0 I
5000 6.0 T
. 71.0 16.50
m/z 71.10 56.68%
O“““““‘““‘“”“!“““““““l}“"‘“““
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1789: 5H-Tetrazol-5-amine
57.0
T \
16.50
5000 85.0 ITI/Z 85.10 40.48%
42.0
69.0
[ - S H
m/z--> 10 20 30 40 50 90
Abundance #677: 2-Propenamide R
71.0 16.50
44.0 m/z 55.00 35.73%
55.0
5000
27.0
0‘“;%9“IH‘SQQH‘M‘MM;“‘H‘}:‘H,“‘W“ L
m/z--> 10 20 30 40 50 60 70 80 90 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 12 unknownl17.533 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.533 4.98 ng 7021  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 38
2 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 9
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 9
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 9
5 Pentanoic acid, 1,1-dimethylprop... 172 C10H2002 117421-32-6 9
Abundance Scan 2626 (17.533 min): BF124900.D\data.ms (-2623) (- m/z 57.10 100.00%
57.1
85.1
206.9
5000
— ‘
17.50
O b e e e e e m/z0 71,100 92.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22111: 3-Ethyl-3-methylheptane
57.0
85.0
5000 - :
29.0 113.0 17.50
m/z 85.10  66.95%
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #145530: Oxalic acid, 6-ethyloct-3-yl ethyl ester
57.0
85.0 — :
17.50
so00] 20 m/z 55.00  57.24%
111.0
H ‘ ‘ 141.0
0\\\_NHHMW‘\WhﬂMMJMNMH\H\w\H‘\H%%QQW\H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #193300: Dodecane, 1-iodo- —h ‘
57.0 17.50
m/z 206.90 56.56%
5000 85.0
29.0 ‘ 1130  155.0
N m“l“u‘u“‘m““‘m‘m“ 880
m/z--> 20 40 60 80 100 120 140 160 180 200 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\

Data File : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc . 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: 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 13 unknownl8.756 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.756 2.49 ng 3508 Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide 71 C3H5NO 000079-06-1 4
2 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 3
3 Phosphoramidous difluoride 85 F2H2NP 025757-74-8 2
4 3H-1,2,4-Triazol-3-one, 1,2-dihy... 85 C2H3N30 000930-33-6 2
5 Isothiazole 85 C3H3NS 000288-16-4 2

Abundance Scan 2834 (18.756 min): BF124900.D\data.ms (-2833) (- m/z 71.20 100.00%
71.2 85.0
5000
43.0 570
e e
18.40 18.60 18.80
-1 m/z 85.00 86.12%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #677: 2-Propenamide
71.0
44.0
55.0
5000 LI L L L B
27.0 18.40 18.60 18.80
m/z 57.00  28.05%
0 17.0 ‘H\ 36'0\‘\ | TN 1
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #684: Cyanic acid, ethyl ester
29.0
e e
56.0 18.40 18.60 18.80
m/z 43.05 26.63%
5000 710 /
43.0
0 ‘_“““M;““ylm“““_“‘}i‘u,“““
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1792: Phosphoramidous difluoride e
85.0 18.40 18.60 18.80
5000 69.0
47.0
31.0 ‘
O e
m/z--> 10 20 30 40 50 60 70 80 90
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On : 2 Aug 2021 10:55
Operator : JU/CG

Sample : M3228-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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|
Decanoic acid, ... 11.892 18.9 ng 43396 4 11.374 45955 20.0
Octadecanoic acid 12.680 20.0 ng 45904 4 11.374 45955 20.0
Nonadecane 13.327 30.1 ng 51564 5 14.010 34233 20.0
Heptacosane 14.216 21.5 ng 36838 5 14.010 34233 20.0
unknown14.892 14.892 14.5 ng 20389 6 15.480 28201 20.0
unknownl15.116 15.116 4.0 ng 5564 6 15.480 28201 20.0
unknown15.351 15.351 2.3 ng 3237 6 15.480 28201 20.0
unknown15. 645 15.645 9.1 ng 12842 6 15.480 28201 20.0
unknown15.927 15.927 4.1 ng 5832 6 15.480 28201 20.0
unknownl16.439 16.439 2.1 ng 3010 6 15.480 28201 20.0
unknown16.515 16.515 7.2 ng 10146 6 15.480 28201 20.0
unknownl17.533 17.533 5.0 ng 7021 6 15.480 28201 20.0
unknown18.756 18.756 2.5 ng 3508 6 15.480 28201 20.0
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