LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc :

ALS Vvial : 19 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128384.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.175 145 151 157 rBV 98114 170017 5.81% 0.936%
2 4.369 350 354 358 rBvV 99007 118741 4.06% 0.654%
3 4.457 364 369 375 rVB2 103308 140283 4.79% 0.772%
4 4.869 434 439 446 rVvB2 22115 33073 1.13% 0.182%
5 5.334 515 518 526 rVB 109587 110692 3.78% 0.609%
6 5.481 539 543 553 rVB 1480299 1343279 45.89% 7.396%
7 6.022 630 635 639 rBV 69009 60977 2.08% 0.336%
8 6.3106 682 684 689 rVB 36918 34695 1.19% 0.191%
9 6.493 711 715 731 rBV 1032604 1002186 34.23% 5.518%
10 6.681 740 747 753 rBV4 34767 66548  2.27% 0.366%
11 6.857 773 777 784 rBV 666277 540042 18.45% 2.974%
12 6.922 784 788 794 rVB 57689 60962 2.08% 0.336%
13 7.034 800 807 811 rBV 331051 334132 11.41%  1.840%
14 7.098 811 818 824 rVV3 138536 253546 8.66% 1.396%
15 7.187 828 833 840 rVB3 44521 57240 1.96% 0.315%
16 7.428 858 874 877 rBV 2041072 2366066 80.82% 13.028%
17 7.457 877 879 884 rVB2 253497 276644  9.45%  1.523%
18 7.545 890 894 900 rVB2 34354 50765 1.73% ©0.280%
19 7.710 916 922 927 rBV 161554 164543 5.62% 0.906%
20 7.810 936 939 946 rvVB5 23156 37679 1.29% 0.207%
21  7.869 946 949 956 rBv4 35979 60557 2.97% ©.333%
22 7.975 964 967 970 rBV2 36821 32785 1.12% 0.181%
23 8.140 991 995 998 rBvV 786091 655713 22.40% 3.610%
24  8.204 1004 1006 1011 rVB4 29198 33601 1.15% ©0.185%
25 8.334 1024 1028 1032 rBv4 19451 33652 1.15% ©.185%
26 8.857 1113 1117 1128 rVB9 24085 59259 2.02% 0.326%
27 8.951 1128 1133 1137 rBV3 71508 84558 2.89% 0.466%
28 9.216 1173 1178 1181 rBV 3244528 2927449 100.00% 16.119%
29 9.410 1208 1211 1219 rVB2 47363 58434 2.00% 0.322%
30 9.810 1275 1279 1283 rVB2 24858 35030 1.20% 0.193%

31 9.898 1290 1294 1297 rBV 806006 681477 23.28%
32 10.692 1425 1429 1437 rBV 1959815 1800616 61.51%
33 11.392 1544 1548 1551 rBV 754722 652678 22.30%
34 11.769 1609 1612 1618 rVB 91253 74995 2.56%
35 11.910 1633 1636 1646 rBV3 34445 43135 1.47%
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36 12.475 1729 1732 1737 rVB 122495 117322 4.01% 0.646%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS Vvial : 19 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.980 1813 1818 1821 rBV 2576892 2391305 81.69% 13.167%
38 14.039 1994 1998 2002 rBV 539879 462333 15.79%  2.546%
39 14.139 2012 2015 2019 rVB 70445 62402  2.13% ©0.344%
40 15.133 2181 2184 2188 rVB2 33294 34092 1.16% 0.188%

41 15.527 2245 2251 2258 rVB 404318 541929 18.51% 2.984%

42 15.957 2320 2324 2330 rVB2 33539 50448 1.72% 0.278%
43 16.468 2407 2411 2416 rVB2 27908 45807 1.56% 0.252%
Sum of corrected areas: 18161687
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 May 2022 01:03
¢ CG\JU
: N2943-08

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
BF128384.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF128384.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Butanol, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.175 6.30 ng 176017 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 72
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
3 Amylene hydrate 88 C5H120 000075-85-4 42
4 3-Heptanol 116 C7H160 000589-82-2 40
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 39
Abundance Scan 151 (3.175 min): BF128384.D\data.ms (-145) (-) m/z 59.05 100.00%

59.0
5000
43.1 87.1

2.80 3.00 3.20 3.40

‘ ‘ | 7‘1.0

0 H“H‘w“u"H‘_“w‘mwgu“p‘u,‘u“u‘w“u, m/z 87.10 29.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000 LI LA L L LN B R
2.80 3.00 3.20 3.40
41.0 87.0

m/z 43.10 24.25%

5 ) +
“‘\‘J‘w“‘uwk“A\‘J"!H”“\‘“ﬂ%‘g“!““\“;ﬂ%‘q‘v
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5025: 2-Pentanol, 2-methyl-
59.0

280300320340

o

48.0 87.0
31.0
0 ***\%*5*9\*”‘*‘\HH‘\HHwm‘\**H‘WH!H‘HWw””v
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2363: Amylene hydrate P TR T
59.0 2.80 3.00 3.20 3.40

m/z 69.10  22.23%

73.0
5000
310 43.0
15.0 \\ L] |

m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propane, 2-methyl-2-(1-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.369 4.40 ng 118741 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 43
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 42
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 40
5 Ethyl ether 74 C4H1e0 000060-29-7 38
Abundance Scan 354 (4.369 min): BF128384.D\data.ms (-350) (-) m/z 59.10 100.00%
59.1
451
5000
101.1
e A REmaa R SR
‘ 83.0 4.00 4.20 4.40 4.60
bbbl e m/z 57.10 61.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 L L NN B LA LN L B
410 4.00 4.20 4.40 4.60
' 1010 m/z 45.10 55.31%
27.0
O H‘HH’\HH"‘\H\“\‘\H‘\\H‘HH‘HH’HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
45.0
“H‘w‘u“u‘w‘u‘,
4.00 4.20 4.40 4.60
m/z 41.05 33.36%
5000 101.0
29.0 50
83.0
oL 180 L L . 115.0130.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9492: 2-Hexanol, 2-methyl-
59.0 4.00 4.20 4.40 4.60
m/z 101.10  28.18%
5000
43.0
101.0
T
0 H‘W,HWM“WH_‘1“_m‘W,JHwmwwwwwm AR AU E—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown4.457 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.457 5.20 ng 140283 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 45
2 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 38
3 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 32
4 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 25
5 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 25
Abundance Scan 369 (4.457 min): BF128384.D\data.ms (-364) (-) m/z 57.10 100.00%

57.1
5000
41.

101.1 4.20 4.40 4.60 4.80
el 831 | 1151 %
Ol et e e e M/Z 45.05 34.88
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
41.Q 4.20 4.40 4.60 4.80
101.0 m/z 41.10 31.66%

o

27l0 '
\‘ Ll 730870 | 11501300
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #95827: di-tert-Butyl dicarbonate
57.0

4.20 4.40 4.60 4.80

5000 ITI/Z 101.10 14.41%
41.0
270 Jl
Ol rrerrredprr b el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4868: Propanoic acid, 2,2-dimethyl- A RARRN L
57.0 4.20 4.40 4.60 4.80

m/z 59.00 9.52%

5000 41.0
27.0
o 730 870 1020

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, (1-methylethyl)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.022 2.26 ng 60977 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 80
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 74
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 72
Abundance Scan 635 (6.022 min): BF128384.D\data.ms (-630) (-) m/z 105.10 100.00%
105.1
5000
120.1 N

770 e e

390 519 o | 9o 5.60 5.80 6.00 6.20 6.40
o‘wH_muumg‘;wu(wm!_Hu“m‘_:waw‘ m/z 120.10  27.85%

m/z--> 20 30 40 50 60 70 80 90 100 110 120

Abundance #10714: Benzene, (1-methylethyl)-

105.0
5000 e
5.60 5.80 6.00 6.20 6.40
o 120.0 m/z 77.00 15.70%
270 90 %10 g0 "1 w0 |
O\\‘\\\\‘\\\\“\\\\i}‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\{\\‘\\\\“\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5.60 5.80 6.00 6.20 6.40
5000 120.0 m/z 79.10 14.73%
39.0
77.0
27.0 51.0 63.0 ‘ 91.0
oH_H“wuhH‘}‘UHu,:U",m!“w‘“mW‘:Mmu“hw

m/z--> 20 30 40 50 60 70 80 90 100 110 120

Abundance #10727: Benzene, 1-ethyl-4-methyl-

105.0 5.60 5.80 6.00 6.20 6.40

m/z 103.00 13.36%
5000
79.0 120.0
7 91.0
ob 270390510 680 || “|° | L
R T T R e R e L S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown6.681 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.681 2.46 ng 66548 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxypivalic acid 118 C5H1003 004835-90-9 38
2 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 38
3 Methyl (R)-(-)-3-hydroxy-2-methy... 118 C5H1003 072657-23-9 38
4 Acetic acid, diethyl- 116 C6H1202 000088-09-5 38
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 35
Abundance Scan 747 (6.681 min): BF128384.D\data.ms (-740) (-) m/z 88.10 100.00%
3.0 88.1
73.0
5000 57.1
105.0
‘ ‘ ‘ ‘ 120.1 6.40 6.60 6.80 7.00
0 H_m_m_WWMHMM Wbl b m/z 43.05  96.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9873: Hydroxypivalic acid
73.0 88.0
5000 U L AL B R
6.40 6.60 6.80 7.00
41.0 9
27 550 m/z 73.00 76.01%
O H:‘LHH‘\\H‘\\H“!HH‘HH\”\H\‘\H\‘\\‘\“‘H]\-\Oi]\-.\o\\‘\]\.\:l-\g‘.\o\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9912: Methyl L-(+)-.beta.-hydroxyisobutyrate
88.0
A o
57.0 6.40 6.60 6.80 7.00
5000 ' m/z 41.10  66.41%
31.0
15.0
oo 80, 0.l RO 1100
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance  #9925: Methyl (R)-(-)-3-hydroxy-2-methyl-propionate S R R T
88.0 6.40 6.60 6.80 7.00
m/z 57.10 47.92%
57.0
5000 31.0
oot LU O L 30 me0 L p )
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Methyl-1H-1,2,4-triazole Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.922 2.26 ng 60962 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50
2 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H1@N2 005775-96-2 50
3 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 47
4 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 43
5 Acetaldehyde 2E-hexenyl 3Z-hexen... 226 C14H2602 1000431-45-5 43
Abundance Scan 788 (6.922 min): BF128384.D\data.ms (-784) (-) m/z 83.05 100.00%
83.0
43.0
5000 56.0
127.1 T T e
‘ | 600 98”0 ‘ 6.60 6.80 7.00 7.20
bt b e m/z 43.05 0 76.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1450: 1-Methyl-1H-1,2,4-triazole
83.0
28.0
5000 L L B L B R
56.0 6.60 6.80 7.00 7.20
m/z 55.05 50.27%
O \‘\\\‘\“\\\\j‘:}g‘\'c\)\’\‘\‘\\’\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3460: 1H-Pyrazole, 4,5-dihydro-1,5-dimethyl-
83.0
42.0 ST e
6.60 6.80 7.00 7.20
5000 56.0 m/z 41.10 41.20%
98.0
27.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1456: 1H-1,2,4-Triazole, 3-methyl- AAREEEN ammEa
83.0 6.60 6.80 7.00 7.20
42.0 m/z 56.05 40.48%
5000 56.0
27.0
OF i
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.034 12.37 ng 334132 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 59
5 Deltacyclene 118 C9H1e 007785-10-6 59

Abundance Scan 807 (7.034 min): BF128384.D\data.ms (-800) (-) m/z 117.10 100.00%

1171
5000
91.1
39.1 771 ‘ 6.80 7.00 7.20 7.40
0 WH_Wmw‘M,:‘MMHH‘WW‘H!W‘_m m/z 118.10  54.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
117.0
5000 L B I L B BN U
6.80 7.00 7.20 7.40
39.0 580 910 m/z 115.10 34.43%
b gy T |
O \H‘HH‘HH‘HH‘H\\}HH’}\H‘HH‘HH‘HH‘HH‘HH“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10198: Benzene, cyclopropyl-
117.0
6.80 7.00 7.20 7.40
5000 910 m/z 91.10 17.70%
51.0 65.0
Obrrrrrrrrr 20 et ety redgber el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 6.80 7.00 7.20 7.40
m/z 57.15 11.53%
5000 91.0
39"0 65.0
Y S R S R W S N | NN it e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown7.098 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.098 9.39 ng 253546  1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 47
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 38
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38
4 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H1802 014251-44-6 37
5 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 37
Abundance Scan 818 (7.098 m|n) BF128384.D\data.ms (-811) (-) m/z 57.10 100.00%
571.1 88.0
41.1
5000
1191 R RAaEEEEaEE T

‘\“H “‘ ‘ i 6.80 7.00 7.20 7.40

““““}MwHWW‘HHHNN “H““‘M“?“ - m/z 88.85 95.15%

o

m/z--> 20 40 60 80 100 120 140
Abundance #24143: Hexanoic acid, 2,2-dimethyl-
57.0
NN /L/L

5000 \\\‘\\\\’\\\\‘\\\\‘\\\\
6.80 7.00 7.20 7.40
410 m/z 41.10  66.70%
miz--> 20 40 60 80 100 120 140
Abundance #9190: Acetic acid, diethyl-
43.0 88.0
Rl AameaaE s
6.80 7.00 7.20 7.40
5000 m/z 43.10 54.32%
27.0 71,0
H \‘ “‘ | \\‘ | | | 117.0
o‘H_“WHWH‘W‘H‘HH_H‘_H
m/z--> 40 60 80 100 120 140
Abundance #9325: Butanoic acid, 2-methyl-, methyl ester AR e b ammas:
88.0 6.80 7.00 7.20 7.40
m/z 73.00 36.62%
57.0
5000
9 ‘ jk\
ol L 160 L

L I B B L L L L B B B

m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 2-Cyclopenten-1-one, 3,4,5-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.187 2.12 ng 57240 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 64
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 64
3 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 46
4 2,3,5-Trimethylcyclopent-2-enone 124 C8H120 1000427-08-7 43
5 1,3-Pentadiene, 2,4-dimethyl- 96 C7H12 001000-86-8 38
Abundance Scan 833 (7.187 min): BF128384.D\data.ms (-828) (-) m/z 109.05 100.00%
109.1
81.1 124.1
5000 39.0
7 56.0
‘ “H “ | ‘ ‘ | | 6.80 7.00 7.20 7.40 7.60
0 H_m_m_m_mJma‘M‘\H‘m‘H,H‘H_m}‘ummm,u m/z 81.10  76.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #12078: 2-Cyclopenten-1-one, 3,4,5-trimethyl-
109.0
5000 PP R T T T T
81.0 6.80 7.00 7.20 7.40 7.60
124.0 m/z 124.10  72.15%
41.0 56.0 ‘
O H‘HH‘HH‘\\Hi‘\w\\‘\‘fuf‘\‘H\‘\‘HH‘M‘H’HH‘HH}HH‘H‘H‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #11910: Phenol, 2-methoxy-
109.0
810 124.0 PSS | B W T
6.80 7.00 7.20 7.40 7.60
5000 m/z 39.05 36.77%
27.0 53.0
0 H""w"1“"HJ“WMM"M"Hmi:"‘,WW}W_JH_M,H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #12093: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)- P e
109.0 6.80 7.00 7.20 7.40 7.60
m/z 56.05 31.23%
5000 43.0 79.0 124.0
270
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60

8270-BF052022.M Mon May 23 17:15:56 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 unknown7.710 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.710 5.02 ng 164543  Naphthalene-d8 8.140

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 43
2 2-n-Propylaziridine 85 C5H11N 003647-38-9 25
3 1,4-Pentadien-3-o0l 84 C5H80 000922-65-6 22
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 20
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 18
Abundance Scan 922 (7.710 min): BF128384.D\data.ms (-916) (-) m/z 56.10 100.00%
56.1
83.0
41)0
5000
127.1
R RRNENEEN R
‘ 98.1 7.40 7.60 7.80 8.00
bl 142 55 05 87.96%
m/z--> 20 40 60 80 100 120 140
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
41.0
5000 L B R B B
83.0 7.40 7.60 7.80 8.00
m/z 83.05 79.67%
O LI ‘Z\G‘Wb\ \‘i“\ \‘\M“ \‘}‘\ T ‘ !‘ T \9\8‘.‘0\ 1T ‘ T T T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #1769: 2-n-Propylaziridine
56.0
R R e NaE s aEE
7.40 7.60 7.80 8.00
5000 m/z 43.05 78.03%
28.0
‘ 84.0
O‘H“HH““;H -
miz--> 20 40 60 80 100 120 140
Abundance #1592: 1,4-Pentadien-3-ol e ERaamat
55.0 83.0 7.40 7.60 7.80 8.00
m/z 59.05 74.69%
5000 29.0 b
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Hexadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.769 2.30 ng 74995  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 80
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 72

Abundance Scan 1612 (11.769 min): BF128384.D\data.ms (-1609) (- m/z 74.10 100.00%
74.1

5000

43.0
143.1 ol o
227.2
\L “\ 115.0 ‘ 185.1 \ 270.1 =5 22 9
Ol bl 220 L S L 20 710 71.32%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 P LS
43.0 11.50 12.00
143.0 m/z 43.05  38.09%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.L
0\‘\\\\’\\\1‘\\‘\\’\‘\\\“\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\’
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
—— —
11.50 12.00
5000/ 43.0 m/z 55.05  28.90%
| | 010 1430 1850 2280
YN0 1 o Ot ..o
m/z--> 20 40 60 80 100120140160 180200 220 240 260

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester — ——
74.0 11.50 12.00
m/z 41.05 28.08%

5000, 43.0

‘ M\ H\Hu 1430 yg50 2070 270c

owHH,‘HwHH,‘Mw,w_m,w_wwwwwm,
miz—> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.475 3.60 ng 117322  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
3 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 87
4 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 87
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 87

Abundance Scan 1732 (12.475 min): BF128384.D\data.ms (-1729) (-, m/z 55.10 100.00%

s . .
5000
——
| H ‘ H 370 1801 2222 264.3 12.50
0 h‘ | M \\“‘d\\‘\\‘ﬂuﬂ\‘u Ly “‘u‘\ P | ‘h‘ — m/z 41.05 68.24%
miz--> 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 T
12.50
230 m/z 69.05 64.05%
‘ ‘ 180.0 222.0 264.0 2
05 “0“ ‘ ‘ H“ \‘ i HH“‘ H\HU\ ull ks ‘1 T ‘u‘ — ‘H‘ . ‘96‘(:
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
——
12.50
5000 m/z 74.05 53.89%
87.0
264.0
VL e o 220 o
oL— ‘\ HMM‘M I H \‘ ut ‘\‘H 4 HHH\ \H\ al 1‘ o i - “\L - — — .
miz--> 50 100 150 200 250 300
Abundance #176294 Cyclopropaneoctanoic acid, 2-hexyl-, methyl es
55.0 12.50
m/z 83.10 52.46%
5000 87.0
‘ H ‘ 230 166.0 208.0 250.0
0 ‘ ‘ ‘u “u h u\ ‘n\ ‘\‘Hu‘\\\”‘h I iy ‘\\‘ —— }\ — —
m/z--> 100 150 200 250 300 12.50

8270-BF052022.M Mon May 23 17:15:58 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Triphenylphosphine oxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.139 2.70 ng 62402  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32
Abundance Scan 2015 (14.139 min): BF128384.D\data.ms (-2012) (-, m/z 277.05 100.00%
277.1
5000
77.0 199.0 Coy e
20 ‘ ey 20 | H 1o 1400 1450
oL \\f?‘ﬂ\w\“MT“HwNL wwﬁg“‘u"“‘ b m/z 278.10  34.24%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 e ——
14.00 14.50
77.0 199.0 m/z 77.00  25.23%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T T ““\ T \“\ U 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 199.00 21.93%
77.0 183.0
ol 39 L 12000 L U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy A== e
277.0 14.00 14.50
m/z 201.00  21.24%
5000
77.0 183.0
e
0 B R T 7 N ] VNSNS 1 E g P v L s
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\BF052022\
Data File : BF128384.D

Acqg On : 21 May 2022 01:03
Operator : CG\JU

Sample : N2943-08

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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|
2-Butanol, 2,3-... 3.175 6.3 ng 170017 1 6.857 540042 20.0
Propane, 2-meth... 4.369 4.4 ng 118741 1 6.857 540042 20.0
unknown4.457 4.457 5.2 ng 140283 1 6.857 540042 20.0
Benzene, (1-met... 6.022 2.3 ng 60977 1 6.857 540042 20.0
unknown6.681 6.681 2.5 ng 66548 1 6.857 540042 20.0
1-Methyl-1H-1,2... 6.922 2.3 ng 60962 1 6.857 540042 20.0
Indane 7.034 12.4 ng 334132 1 6.857 540042 20.0
unknown7.098 7.098 9.4 ng 253546 1 6.857 540042 20.0
2-Cyclopenten-1... 7.187 2.1 ng 57246 1 6.857 540042 20.0
unknown7.710 7.710 5.0 ng 164543 2 8.140 655713 20.0
Hexadecanoic ac... 11.769 2.3 ng 74995 4 11.392 652678 20.0
9-Octadecenoic . 12.475 3.6 ng 117322 4 11.392 652678 20.0
Triphenylphosph... 14.139 2.7 ng 62402 5 14.039 462333 20.0
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