LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124753.D

Acqg On : 24 Jul 2021 18:12 Instrument :
Operator : JU/CG BNA_F

Sample : M3117-01 2X ClientSampleld :
Misc : NJ-CLEAN-1

ALS Vvial : 18 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: BF124753.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 5 9 12 rBB 5417 6054 7.94% 0.978%
2 5.081 506 509 511 rBB 3318 3203 4.20% 0.517%
3 5.481 573 577 580 rBB 72015 62638 82.17% 10.118%
4 6.487 745 748 751 rBB 74438 64714 84.90% 10.453%
5 6.869 810 813 816 rBB 51081 38576 50.61% 6.231%
6 7.428 905 908 911 rBB 51747 42716 56.04% 6.900%
7 8.051 1011 1014 1017 rBV 22748 15462 20.28%  2.498%
8 8.157 1028 1032 1035 rBB 59183 50391 66.11% 8.140%
9 9.228 1211 1214 1217 rBV 108199 76228 100.00% 12.313%
106 9.910 1327 1330 1333 rBB 67004 48140 63.15% 7.776%
11 10.692 1460 1463 1466 rBB 36546 26277 34.47% 4.245%
12 11.392 1579 1582 1586 rBV 43098 36077 47.33% 5.827%
13 11.910 1669 1670 1672 rBB 2110 1148 1.51% 0.185%
14 12.980 1848 1852 1855 rBB 55103 46312 60.75% 7.481%
15 13.886 2001 2006 2013 rVB2 3408 5401 7.09% 0.872%
16 14.033 2028 2031 2034 rBV 34717 29577 38.80% 4.778%
17 14.115 2043 2045 2047 rVB 1149 1034 1.36% 0.167%
18 14.192 2054 2058 2063 rBV3 945 2177 2.86% ©.352%
19 14.327 2078 2081 2082 rBV2 1330 1272 1.67% 0.205%
20 14.498 2107 2110 2113 rBV3 1825 2258 2.96% 0.365%
21 14.586 2123 2125 2128 rBV2 1065 1091 1.43% 0.176%
22 14.721 2145 2148 2149 rBV2 905 1131 1.48% 0.183%
23 14.810 2161 2163 2165 rBV 1239 1213 1.59% 0.196%
24 14.886 2174 2176 2179 rVB3 1999 1471 1.93% 0.238%
25 14.939 2184 2185 2187 rBV 1546 1363 1.79% 0.220%
26 15.010 2192 2197 2198 rVV2 772 1175 1.54% 0.190%
27 15.151 2215 2221 2224 rBV2 1803 2118 2.78% 0.342%
28 15.504 2276 2281 2285 rBV2 17976 21858 28.67% 3.531%
29 15.668 2303 2309 2310 rBV2 1235 2056 2.70% 0.332%
30 15.739 2315 2321 2326 rVB 1418 3237 4.25% 0.523%
31 15.980 2354 2362 2364 rBvV3 1628 2342 3.97% 0.378%
32 16.068 2374 2377 2378 rBV 1592 1420 1.86% 0.229%
33 16.356 2425 2426 2430 rVB2 991 1098 1.44% 0.177%
34 16.480 2443 2447 2452 rBV2 754 1534 2.01% 0.248%
35 16.880 2512 2515 2518 rVB 808 1216 1.60% ©0.196%
36 17.439 2607 2610 2614 rVB3 1255 2165 2.84% 0.350%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124753.D

Acqg On : 24 Jul 2021 18:12
Operator : JU/CG

Sample : M3117-01 2X

Misc :

ALS Vvial : 18 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
37 17.474 2614 2616 2620 rBV 1322 1805 2.37% 0.292%
38 17.562 2629 2631 2635 rBV 1052 1640 2.15% 0.265%
39 17.733 2657 2660 2661 rBvV2 1018 1071 1.40% 0.173%
40 17.803 2668 2672 2676 rVB3 880 1370 1.80% 0.221%
41 17.962 2698 2699 2703 rVB3 1191 1030 1.35% 0.166%
42 18.421 2775 2777 2782 rVB2 1193 1640 2.15% 0.265%
43 18.574 2799 2803 2805 rVB2 849 1086 1.42% 0.175%
44 18.615 2805 2810 2812 rBV2 1031 1407 1.85% 0.227%
45 18.692 2818 2823 2827 rVB2 1112 1890 2.48% 0.305%
Sum of corrected areas: 619082
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 24 Jul 2021 18:12
: M3117-01 2X

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
BF124753.D

Ju/CaG

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

Abundance

100000

80000

60000

40000

20000

0

1140

TIC: BF124753.D\data.ms

5.481 6.487

7.428

6.869

5.081

Time-->
Abundance

100000

80000

60000

40000

20000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF124753.D\data.ms
9.228

9.910

8.157
12.980

11.392
10.692

8.05]

11.A910

0
Time-->
Abundance

100000

80000

60000

40000

20000

Time-->

8270-BF072221

T — — — e — — T —t —— —
10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF124753.D\data.ms

14.033

15.504

13.88

AL 18.4PBHG D2

1119233149890/ MBAMO151 | 15,66580.5199068 16366180 16,880, 1T7AGEEGZTEOB 962
‘ T
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18.50

T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72421\
Data File : BF124753.D

Acq On : 24 Jul 2021 18:12

Operator Ju/caG

Sample : M3117-01 2X

Misc

ALS vial : 18 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 1 wunknown2.140 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.140 3.14 ng 6054 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutylamine 73 C4H11N 000078-81-9 5
2 1-Pentanamine 87 C5H13N 000110-58-7 4
3 1-Butanamine 73 C4AH11N 000109-73-9 3
4 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 3
5 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 2
Abundance Scan 9 (2.140 min): BF124753.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
43.1
5000
55.0 87.0
R REREREEEARES SRR
‘ ‘ 2.202.302.402.50
o7 m/z 43.10 64.16%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine
30.0
5000 L B B R BB B
2.202.302.402.50
m/z 55.00 27.66%
73.0
| o | 40 o 7
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2138: 1-Pentanamine
30.0
e RARARES RES
2.202.302.402.50
5000 m/z 87.00 25.84%
0 L 40 560 9.0 79.0870
L B B
miz--> 10 20 30 40 50 60 70 80 90
Abundance #852: 1-Butanamine R RRRRREEE e aEaREE
30.0 2.202.302.402.50
m/z 41.10 22.63%
5000
e e e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124753.D

Acq On : 24 Jul 2021 18:12
Operator : JU/CG

Sample : M3117-01 2X

Misc :

ALS vial : 18 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.051 6.14 ng 15462  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
3 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 42
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 39
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 39
Abundance Scan 1014 (8.051 min): BF124753.D\data.ms (-1011) (-) m/z 45.10 100.00%
481
5000
75.0 R R N AEREEEEES
‘ ‘ ‘ ‘ 101.0 7.80 8.00 8.20 8.40
Ol e m/z 57.10  88.96%
miz-> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B L I LN B
41.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 41.19%
100.0
O \1\5\? T “ ‘\ T “ ‘1‘\ T ‘!‘HH\ T ‘1“\ ‘ \“f‘ T }‘ T \1\1\6‘0\1\3\2\0‘ L
miz--> 40 60 80 100 120 140
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
R RmmEEEEE
7.80 8.00 8.20 8.40
5000 m/z 75.00 19.02%
89.0
29.0
73
o Ul TR ) 190 g
miz--> 20 40 60 80 100 120 140
Abundance #25442: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester R A
45.0 7.80 8.00 8.20 8.40
m/z 43.00 18.46%
5000
29.0
0 \‘ ‘ 0% a10 131.0
e “““ S B a e R RmmEEEEY
m/z--> 20 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124753.D

Acq On : 24 Jul 2021 18:12
Operator : JU/CG

Sample : M3117-01 2X

Misc :

ALS vial : 18 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 3 unknownl3.886 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.886 3.65 ng 5401 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Azabicyclo[3.1.0]hexane 83 C5HSN 000285-76-7 4
2 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 4
3 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 4
4 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 4
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 4

Abundance Scan 2006 (13.886 min): BF124753.D\data.ms (-2001) (- m/z 43.00 100.00%

43.0 55.1
71.1
5000 83.1 97.0
13.50 14.00
O b e e e M/z 55.10 89.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1471: 1-Azabicyclo[3.1.0]hexane
53.0
5000 83.0
13.50 14.00
280 420 m/z 57.00  88.55%
O\\\‘\\\\‘\\\‘!‘\\\\“!\\\‘\!1\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0 55.0 83.0
28.0 '
13.50 14.00
5000 ITI z 41.00 56.01%
‘ 68.0
o"‘_"""H_"w“"‘m“lu"wl_m‘,wwwm
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1484: Pyridine, 2,3,4,5-tetrahydro- — ——
55.0 13.50 14.00
m/z 71.10 51.82%
28.0 83.0
5000 41.0
wo || mo |
] M 1 1| S AN S — ——
m/z--> 10 20 30 40 50 60 70 80 90 100 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124753.D

Acq On : 24 Jul 2021 18:12
Operator : JU/CG

Sample : M3117-01 2X

Misc :

ALS vial : 18 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 4 unknownl5.739 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.739 2.96 ng 3237 Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propynenitrile, 3-fluoro- 69 C3FN 032038-83-8 2

2 1H-1,2,4-Triazole 69 C2H3N3 000288-88-0 2

3 Ethyl isocyanide 55 C3H5N 000624-79-3 1
4 Borane, ethylisopropylmethyl- 98 C6H15B 1000154-39-8 1
5 3-Butyn-2-o0l 70 C4H60 002028-63-9 1

Abundance Scan 2321 (15.739 min): BF124753.D\data.ms (-2315) (- m/z 55.00 100.00%
41.1 55.0 69.0

5000 W
T ‘ T R I T
15.50 16.00
O T T T T T T T e m/z 41.10 91.09%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #543: 2-Propynenitrile, 3-fluoro-
69.0
5000
15.50 16.00

m/z 69.00  88.22%

31.0
o 240 500
\H\‘HH‘\\H‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\H ‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #542: 1H-1,2,4-Triazole
69.0
15.50 16.00
m/z 43.00 33.91%
5000 42.0
Ofrrrrrirmerrr e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #177: Ethyl isocyanide T T
29.0 15.50 16.00
55.0
5000
40.0
15.0 ‘ ‘ “
O frrrrprrrrfrerrprrrr e

|
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124753.D

Acq On : 24 Jul 2021 18:12
Operator : JU/CG

Sample : M3117-01 2X

Misc :

ALS vial : 18 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 unknownl5.980 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.980 2.14 ng 2342  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 2
2 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 2
3 Propanoic acid, 2-methyl-, 2-eth... 286 C16H3004 074367-30-9 2
4 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 2
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
Abundance Scan 2362 (15.980 min): BF124753.D\data.ms (-2354) (1 m/z 43.00 100.00%
43.0
5000 71.0
T
16.00
Ol bl e M/ 57.18 0 75.00%
mlz--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0
5000 ]
29.0 16.00
m/z 71.00 44.94%
o L | H‘ | 870 1150 161.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #7590: 1-Hexene, 4,5-dimethyl-
43.0
—h—
710 16.00
5000 ' m/z 69.00 8.85%
015.0,97'0
miz--> 20 40 60 80 100 120 140 160
Abundance #181516: Propanoic acid, 2-methyl-, 2-ethyl-1-propyl-1,3-
43.0 16.00
71.0
5000
0 h\_\q nn \89\0 11901280 1550
e I
m/z--> 20 40 60 80 100 120 140 160
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124753.D

Acqg On : 24 Jul 2021 18:12
Operator : JU/CG

Sample : M3117-01 2X

Misc

ALS Vvial : 18 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|
unknown2.140 2.140 3.1 ng 6054 1 6.869 38576 20.0
Ethanol, 2-(2-b... 8.051 6.1 ng 15462 2 8.157 50391 20.0
unknown13.886 13.886 3.6 ng 5401 5 14.033 29577 20.0
unknown15.739 15.739 3.0 ng 3237 6 15.509 21858 20.0
unknown15.980 15.980 2.1 ng 2342 6 15.509 21858 20.0
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