LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acqg On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc :

ALS Vvial : 14 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130884.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.269 23 31 36 rVB 1506623 1923153 71.10% 11.308%
2 5.163 519 523 529 rVB 129298 141709 5.24% 0.833%
3 5.557 585 590 593 rBV 1387382 1207927 44.66% 7.103%
4 6.551 755 759 763 rBV 828973 759327 28.07%  4.465%
5 6.581 763 764 769 rVB2 48760 33319 1.23% 0.196%
6 6.940 822 825 828 rBV 622679 493141 18.23% 2.900%
7 7.122 848 856 859 rBV 34863 35293 1.30% ©0.208%
8 7.504 911 921 924 rBV 1668438 1755162 64.89% 10.321%
9 7.892 981 987 991 rvVvB3 50019 69360 2.56% 0.408%
10 7.957 995 998 1001 rBvV2 33250 29362 1.09% 0.173%
11 7.992 1001 1004 1008 rvv 76439 62498 2.31% 0.367%
12 8.134 1023 1028 1035 rBV 52275 103840 3.84% 0.611%
13 8.228 1039 1044 1047 rBV 735290 599216 22.15% 3.523%
14  8.939 1162 1165 1168 rVB 40419 31163 1.15% ©.183%
15 9.039 1177 1182 1185 rVB 132818 110212 4.07% 0.648%
16 9.304 1222 1227 1230 rBV 3051582 2704798 100.00% 15.905%
17 9.639 1281 1284 1287 rBV3 27722 30731 1.14% 0.181%
18 9.986 1339 1343 1346 rBV 720430 588273 21.75%  3.459%
19 10.022 1346 1349 1352 rVB 633615 496626 18.36% 2.920%
20 10.192 1374 1378 1383 rVB 34206 29606 1.09% 0.174%
21 10.533 1433 1436 1440 rVB 195956 172367 6.37% 1.014%
22 10.780 1473 1478 1481 rBV 1675774 1456954 53.87% 8.567%
23 10.963 1506 1509 1512 rBV2 34293 48659 1.80% 0.286%
24 11.139 1536 1539 1543 rVB3 46939 53003 1.96% 0.312%
25 11.175 1543 1545 1550 rwV 42564 53248 1.97% 0.313%
26 11.222 1550 1553 1557 rVB 28921 33192 1.23% 0.195%
27 11.375 1574 1579 1582 rVB2 23025 34427 1.27% 0.202%
28 11.480 1593 1597 1599 rBV 650819 507319 18.76%  2.983%
29 11.504 1599 1601 1604 rVB 72940 52491 1.94% 0.309%
30 12.098 1699 1702 1707 rBV 38585 35445 1.31% 0.208%
31 12.698 1800 1804 1807 rBV 64738 58460 2.16% 344%
32 12.927 1838 1843 1845 rBV 38557 43420 1.61% 255%

33 12.963 1845 1849 1857 rVV 158176 213829 7.91%
34 13.074 1863 1868 1871 rBV 2331611 2114293 78.17% 12.
35 14.127 2043 2047 2050 rBV 522528 437822 16.19%
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36 14.221 2059 2063 2068 rVB 96709 108017 3.99% ©.635%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acqg On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vvial : 14 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.645 2300 2305 2315 rVB2 281963 378764 14.00%  2.227%

Sum of corrected areas: 17006426
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 31 Oct 2022 17:42
: CG\JU
: N5329-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
BF130884.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF130884.D\data.ms

7.504
2.269
5.557

6.551
6.940

5.163 6,581 7.122

Time-->

UL L I L B I L L L L L I L L L I L B B I L L I R B R I \JﬁTv_v_v_v—rrH

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

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF130884.D\data.ms
9.304

13.074

10.780

8.228 10852 11.480

0
Time-->

10.533 12,968
7808%13 8959°° || 9630 10192 | 10 963@ Jjé 12 098 12.6983. q@L
T T ‘ T T T T T ‘ T T T

8.00 8.50 9.00 9.50 10.00 10.50 1100 1200 12.50 1&00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF130884.D\data.ms

14.127
15.645
221

Time-->

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.269 78.00 ng 1923150  1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 31 (2.269 min): BF130884.D\data.ms (-23) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
T
‘ Lg 1 220 240 2.60
Ol B2 m/z 43.05  46.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L I L L B
43.0 220 240 2.60
' 87.0 m/z 55.05 30.97%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘HH‘\\H‘\H\‘\f\‘f“\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S
220 240 2.60
5000 41.0 55.0 m/z 87.10 27.39%
27.0
0 H\ ‘m | ‘\‘ I 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e B e
73.0 220 240 2.60
m/z 41.05 15.81%
5000 43.0
58.0
29.0 ‘ 87.0
o 1 A N — S W —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.163 5.75 ng 141709 1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
Abundance Scan 523 (5.163 min): BF130884.D\data.ms (-519) (-) m/z 43.00 100.00%
59.1
5000
101.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
4.80 5.00 5.20 5.40
TR 83.1 ;
o+ttt e m/z 59.10 55.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B B B I
4.80 5.00 5.20 5.40
59.0 m/z 101.10  16.95%
101.0
O\\‘\\\\‘\2\3;8‘\\\\“”1\\‘HW\‘\\\7\0"\0\\\?%\-9\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.84%
41.0
29.0 101.0
O ool all 730880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A EamaamEEssEE R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.18%
5000 41.0
29.
87.0
ob 150 Ll Ll o0 | seo
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\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42

Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
7.892 2.32 ng 69360 Naphthalene-d8 8.228

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 50
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 50
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 43
4 1-Phenyl-1-butene 132 C1leH12 000824-90-8 41
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 38
Abundance Scan 987 (7.892 min): BF130884.D\data.ms (-981) (-) m/z 43.00 100.00%
101.1 117.0
5000
73.1
132.1 A e
‘ 57.0 ‘ ” 7.60 7.80 8.00 8.20
bl it e 2wl m/z 101.16 60.98%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 \\\‘\\\A\‘\A\\/\\&\\\/\\’\\\\
7.60 7.80 8.00 8.20
m/z 117.00  59.29%
39.0 65.0 91.0 ‘ ‘
0 \\‘2\\5\-‘9‘HH“‘\H\}‘U\\\‘1‘“\\‘\i‘\h‘\\H“HHHWH‘HH“HM\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
| N |V PR
7.60 7.80 8.00 8.20
m/z 73.10 30.09%
5000 1320 /
0 H"m“‘H‘1““H‘}‘1“‘“1‘“”‘m‘umu“m,wmW!‘,ml“mwu
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 7.60 7.80 8.00 8.20
m/z 45.05 24.52%
5000
91.0 132.0
A -
0 H"H“‘H‘Wm}1“‘““1‘”‘ml“uumm,;‘:‘u‘m‘,mw‘mwu AT TR P A
m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Amylene hydrate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.992 2.09 ng 62498 Naphthalene-d8 8.228

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 72
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 72
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 59
4 Pentane, 2-methoxy- 102 C6H140 006795-88-6 50
5 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804 1000367-08-6 50
Abundance Scan 1004 (7.992 min): BF130884.D\data.ms (-1001) (-) m/z 59.00 100.00%
59.0
5000 43.0
7.60 7.80 8.00 8.20 8.40
101.1
Orerrprrrrrrrerrrritberreeer 0 e 3300 43,00 39.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2361: Amylene hydrate
59.0
5000 BB RN
43.0 7.60 7.80 8.00 8.20 8.40
27. m/z 73.10 12.53%
\H “\ ‘ | 7\ \'O
O \\\‘\\\\‘\\\\‘H\\‘H\\‘\‘H‘\‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26715: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 40.95 8.26%
31.0
Ol 740 890 00 1300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4866: 3-Hydroxy-3-methyl-2-butanone R A RAaRE
59.0 7.60 7.80 8.00 8.20 8.40
m/z 45.00 8.18%
5000 310
15.0
0 \‘ ‘\‘ “‘ Il LI 87\.0 102'0 le
A Raman L N RaaanEaaa P A R T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.134 3.47 ng 103840 Naphthalene-d8 8.228

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Tetraethylene glycol 194 C8H1805 000112-60-7 53
Abundance Scan 1028 (8.134 min): BF130884.D\data.ms (-1023) (-) m/z 57.10 100.00%
57.1
5000
75.1
39 101.0 7.80 8.00 8.20 8.40
132.0
[(IRE—— J‘#—#—M}”\ MU‘M i b m/z  45.10  99.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L R L B R R
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.05 41.33%
Ot T \‘H“\‘\“‘H‘\ \MH\ \‘1“\“ 1“1‘ \lwoﬁ)\ow T \1\3\2\0‘ LA
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e
7.80 8.00 8.20 8.40
5000 m/z 75.10 16.14%
29.0 75.0
100.0
0 s ‘M“ A, B0 ass0
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #10091: Ethylene glycol monoisobutyl ether A““W‘&“H‘ﬁ“W“W‘
57.0 7.80 8.00 8.20 8.40
m/z 56.05 12.68%
5000
29.0 75.0
ol “;‘M N ‘ Bk —
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.139 2.09 ng 53003 Phenanthrene-d10 11.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 S5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 64
2 Phenol, 2-(1,1-dimethylethyl)-6-... 164 C11H160 002219-82-1 35
3 4,5,7-Trimethyl-4,5,6,7-tetrahyd... 164 C10OH16N2 113849-86-8 35
4 2H-Indol-2-one, 1,3-dihydro-5-hy... 149 C8H7NO2 003416-18-0 35
5 3',4'-Formoxylidide 149 C9H11NO 006639-60-7 35

Abundance Scan 1539 (11.139 min): BF130884.D\data.ms (-1536) (- m/z 149.05 100.00%

107.0 149.1
5000
A

55.1 ‘
‘ 77.0 28 ‘177-1 1100 1150
O bt i th A28 L L 107.00  91.97%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #27174: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0
5000

107.0 11.00 11,50

121.05 49.86%

53.0 80.0
O \\\’2\8\.\0\"\\U‘\’\\\‘\w‘\\\\‘\“!\\“\\\“\‘\}‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39663: Phenol, 2-(1,1-dimethylethyl)-6-methyl-
149.0

11.00 11.50
5000 121.0 55.10  19.54%

410 91.0
ol 180, %0 850 L e
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #39576: 4,5,7-Trimethyl-4,5,6,7-tetrahydro-1H-pyrrolo[3,2
149.0 1100 1150

m/z 163.10  13.27%

106.0
5000
42. O 67 0 L Q‘ J\
0 15.0 i N H“ \M !0 H 1l Moy | A‘ , AN

m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Phenol, 2-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.175 2.10 ng 53248  Phenanthrene-die 11.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
3 Benzeneacetonitrile, 4-fluoro- 135 C8H6FN 000459-22-3 72
4 6-Methyl-1-propyl-1,2,3,4-tetrah... 178 C11H18N2 1000305-41-3 72
5 4-tert-Butylphenol, O-(n-propylo... 236 C14H2003 1000487-25-4 72
Abundance Scan 1545 (11.175 min): BF130884.D\data.ms (-1543) (- m/z 135.05 100.00%
135.1
41.0 107.0 - 1100 11‘50
77.0 180.1
O ot bbb e o0t m/z 107.00 17.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0
5000
1100 1150
m/z 136.05 11.31%
570 107.0
ol 290, 79.0 | | 175.0 206.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
| IR T S—
11.00 11.50
5000 m/z 41.00 9.87%
107.0
ol 290, 0790 | | 1750 206.0
St
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17774: Benzeneacetonitrile, 4-fluoro-
135.0 1100 1150
m/z 43.05 5.65%
5000 108.0 mMMM%N%JﬂK&WfMKNMMW
57.0 g30
o B AN Y i L RN
m/z--> 20 40 60 80 100 120 140 160 180 200 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Phenol, 4,4'-(1-methylethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.963 9.77 ng 213829  Chrysene-di12 14.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 83
3 Diphenolic acid 286 C17H1804 000126-00-1 80
4 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 228 C14H1203 000553-19-5 62
5 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 55
Abundance Scan 1849 (12.963 min): BF130884.D\data.ms (-1845) (- m/z 213.10 100.00%
218.1
5000
119.0 MR
5?0 ‘ 1691 ‘ ‘ 13.00 ;
Ot prrrrbretipberbprtbedpld ettt e e m/z 119.00  20.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 f LN
13.00
119.0 m/z 228.10 16.13%
O ‘\\H‘\\\\6‘?;\0\“H‘H“\‘H\‘i\H‘\‘\\}1\‘6?‘\0\‘HH‘\\\‘\‘\!‘H‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
218.0
T ‘ A\
13.00
5000 m/z 214.10 15.28%
119.0
290 650 | 1650 270.0
TP e P e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #181587: Diphenolic acid —
213.0 13.00
m/z 91.05 12.38%
5000
119.0
0259, 0 B0 200 L 288 kel
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acq On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.221 4.93 ng 108017 Chrysene-di12 14.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 50
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 43
Abundance Scan 2063 (14.221 min): BF130884.D\data.ms (-2059) (- m/z 277.10 100.00%
277.1
5000 A\
77.0
199.0
414 5.0 15‘20 ‘ H ya3 14.00 14.50
ol 2o o b 238 L m/z 278.10 32.61%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 UL e
14. 00 14.50
77.0 199.0 m/z 31.80%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T T ‘H\ T \ T H T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14 00 14 50
5000 m/z 25.81%
77.0 183.0
oo Lm0l | e |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 14.00 14.50
m/z 199.0 23.32%
5000
77.0 183.0
s
o i e Ao
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130884.D

Acqg On : 31 Oct 2022 17:42
Operator : CG\JU

Sample : N5329-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.269 78.0 ng 1923150 1 6.940 493141 20.0
2-Pentanone, 4-... 5.163 5.8 ng 141709 1 6.940 493141 20.0
1H-Indene, 2,3-... 7.892 2.3 ng 69360 2 8.228 599216 20.0
Amylene hydrate 7.992 2.1 ng 62498 2 8.228 599216 20.0
Ethanol, 2-(2-b... 8.134 3.5 ng 103840 2 8.228 599216 20.0
5H-Pyrrolo(3,2-... 11.139 2.1 ng 53003 4 11.480 507319 20.0
Phenol, 2-(1,1,... 11.175 2.1 ng 53248 4 11.480 507319 20.0
Phenol, 4,4'-(1... 12.963 9.8 ng 213829 5 14.127 437822 20.0
Triphenylphosph... 14.221 4.9 ng 108017 5 14.127 437822 20.0
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