LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc :

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_ P\Methods\8270E-BP122821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8665.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.081 12 16 24 rVB 541231 762551 1.60% 0.318%
2 3.840 142 145 155 rVB2 303827 547522 1.15% 0.229%
3 3.940 155 162 167 rBV2 330410 550715 1.15% 0.230%
4 A4.334 224 229 234 rBV 592688 855524 1.79% 0.357%
5 4.393 235 239 249 rVB 716812 1112240 2.33% 0.464%
6 5.399 404 410 416 rBV 2039087 3095089 6.48% 1.292%
7 5.464 416 421 428 rVB 3884786 5841100 12.24% 2.438%
8 6.381 570 577 587 rBV 1467126 2340263 4.90% 0.977%
9 6.869 654 660 668 rBV 1369213 2125350 4.45% 0.887%
10 7.052 683 691 699 rBV 2423437 3874644 8.12% 1.617%
11 7.281 725 730 736 rVB 423694 661312 1.39% 0.276%
12 7.887 826 833 839 rBV 1783360 2918298 6.11% 1.218%
13 8.263 8990 897 906 rVB 5458053 8849257 18.54%  3.693%
14 8.387 910 918 924 rBV 1115327 1776359 3.72% 0.741%
15 8.534 937 943 947 rBV 540065 846699 1.77% 0.353%
16 8.581 947 951 958 rVB 616290 969651 2.03%  0.405%
17 8.699 965 971 979 rBV 446217 743992 1.56% 0.311%
18 8.999 1016 1022 1025 rVV 1023432 1731770 3.63% 0.723%
19 9.046 1025 1030 1033 rVV 5204026 9428910 19.75% 3.935%
20 9.075 1033 1035 1044 rVV 2399105 3332006 6.98% 1.391%
21  9.346 1071 1081 1092 rBV2 305037 625087 1.31% 0.261%
22 9.522 1099 1111 1116 rBV 1170909 1904156 3.99% 0.795%
23 9.887 1166 1173 1177 rBV 282609 519450 1.09% 0.217%
24  9.940 1177 1182 1186 rVV 692110 1196113 2.51% 0.499%
25 10.093 1194 1208 1217 rBV3 893343 1821763 3.82% 0.760%
26 10.193 1217 1225 1234 rBV2 145079 491778 1.03% 0.205%
27 10.687 1298 1309 1314 rBV 2634665 4785160 10.02% 1.997%
28 10.746 1314 1319 1325 rVV3 482822 957353  2.01% 0.400%
29 10.804 1325 1329 1340 rVB 258115 478560 1.00% 0.200%
30 12.240 1567 1573 1580 rVB 317603 550576 1.15% 0.230%

31 12.563 1615 1628 1633 rBV2 611016 1311303 2.75% ©.547%
32 13.146 1720 1727 1741 rBV 16530087 25052639 52.48% 10.456%
33 14.134 1892 1895 1905 rVwv4 212696 490371 1.03% 0.205%
34 14.240 1908 1913 1921 rVV 366494 559230 1.17% ©0.233%
35 14.516 1951 1960 1966 rBV 4220474 6590358 13.81% 2.751%

36 14.581 1966 1971 1978 rVB 399894 699793 1.47% 0.292%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

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_ P\Methods\8270E-BP122821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.557 2128 2137 2143 rBv4 295710 520955 1.09% 0.217%
38 16.004 2206 2213 2236 rBV 13466906 20644665 43.25% 8.617%
39 17.198 2412 2416 2421 rBV 389463 560244 1.17%  0.234%
40 17.263 2421 2427 2433 rBV 5460199 7958854 16.67%  3.322%

41 18.157 2575 2579 2588 rBV2 426521 677720  1.42% 0.283%
42 18.610 2652 2656 2665 rBV 944327 1304552 2.73% 0.544%
43 19.269 2764 2768 2775 rVB 487379 663044 1.39% 0.277%
44 19.822 2856 2862 2873 rBV 30068223 39151397 82.02% 16.341%
45 21.345 3116 3121 3131 rBV2 7244156 9839941 20.61% 4.107%

46 21.474 3136 3143 3169 rBV 28667927 47733896 100.00% 19.923%
47 23.768 3525 3533 3544 rVB2 4796155 10139177 21.24%  4.232%

Sum of corrected areas: 239591387
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008665.D\data.ms
3e+07

2.5e+07
2e+07
1.5e+07

le+07

8.263 9.046
5000000 5.464

5.309 7.052 10.687

(081 33400 4333 ' /\ﬁ 0381 6859 7081 " 87 HBia0d 4%99 3362 2RH%s 1764

0\\\\‘\\\\’\\\\\\\\’\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP008665.D\data.ms
3e+07 19.822

2.5e+07
2e+07

13.146

1.5e+07 16.004

1le+07

5000000 14.516

12.2442.563 14432404,581 15.557 . 18.157 18610 19969

D L L S i e A s L A E T e e

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP008665.D\data.ms
3e+07 21.474

2.5e+07

2e+07

1.5e+07

1e+07 21345

23.768
5000000

0 L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ’ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ T T ‘ T
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Butane, 2-methoxy-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.081 5.23 ng 762551  1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 16 (3.081 min): BP008665.D\data.ms (-12) (-)
3.0

m/z 73.00 100.00%

_

5000
P
L ‘ ‘ 3.103.203.303.403.50
o dldl 1381 22312810 3572 4293 5175 ./, 43,00 29.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRERENRRRRE RN RERRN AR
3.103.203.303.403.50
L m/z 87.05 24.57%
Oll\‘WJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
P
3.103.203.303.403.50
5000 m/z 55.00 22.11%
o_‘\H‘M e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9513: 3-Pentanol, 2,4-dimethyl- AR AR RERN UL
73.0 3.103.203.303.403.50
m/z 71.00 10.46%
5000 /\J\k/
NEX _/

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Pentane, 3-ethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

3.840 3.75 ng 547522  1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl- 100 C7H16 000617-78-7 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74

Abundance Scan 145 (3.840 min): BP008665.D\data.ms (-142) (-)
3.0

m/z 43.00 100.00%

o JLJ\JLJ
D
, 3.60 3.80 4.00 4.20
ol 211777 2671 339.04006461.8 547y ; 71.e5  79.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4466: Pentane, 3-ethyl-
43.0
5000 LB B B I IR
3.60 3.80 4.00 4.20
m/z 70.05 54.37%
O ‘\\H\g‘\f‘\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
R A NEE
3.60 3.80 4.00 4.20
5000 m/z 41.00 26.99%
ol || 1140
e A TR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8635: Heptane, 4-methyl- e R B ERa e
43.0 3.60 3.80 4.00 4.20
m/z 55.00 23.15%
5000
(||| 1140
O - AR RARRRRRRE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 trans-2,3-Epoxydecane

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

3.940 3.77 ng 550715 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2,3-Epoxydecane 156 C10H200 054125-39-2 53
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 50
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 47
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 47
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 47

Abundance Scan 162 (3.940 min): BP008665.D\data.ms (-155) (-)
3.0

m/z 43.00 100.00%

200 \/WL\//V\
A A RARRREAE
ho_l 3.60 3.80 4.00 4.20
Ol byl 7 208.9266.9  354.9414.9 5066 m/z 71.00  66.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32898: trans-2,3-Epoxydecane
43.0
5000 L B L A B B O
10.0 3.60 3.80 4.00 4.20
’ m/z 70.00 52.88%
O‘\\i "\ ‘l\\‘“i\\\\\‘!“\H\‘\H\‘\\H‘HH‘HH‘\\H‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107222: Tridecane, 6-propyl-
43.0
P e e
3.60 3.80 4.00 4.20
5000 m/z 57.00 47.53%
126.0
I O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8635: Heptane, 4-methyl-
43.0 3.60 3.80 4.00 4.20
m/z 85.05 40.67%
0 H\U‘ﬁlﬁo
Frrr e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 4 Di-sec-Butyl ether

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
4.334 5.86 ng 855524  1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 64
3 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 40
4 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 40
5 2-Hydroxy-3-pentanone 102 C5H1002 005704-20-1 36
Abundance Scan 229 (4.334 min): BP008665.D\data.ms (-224) (-) m/z 57.00 100.00%
57.0
R EREEEEET R
115.0 4.00 4.20 4.40 4.60
Ob i [150 1929 282.33408 4147 48135394 ./, 45 00  96.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15680: Di-sec-Butyl ether
45.0
5000 N R RN R R
4.00 4.20 4.40 4.60
m/z 101.10 56.73%
OJ!J W‘IH_‘%-\O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
AREEEEEE RS
4.00 4.20 4.40 4.60
5000 m/z 59.00 40.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24736: DL-Lactamide, butyl ether T
57.0 4.00 4.20 4.40 4.60
m/z 41.00 39.96%
- \MVMW\A
‘ \ 146.0
N — N =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 3-Pentanol, 3-ethyl-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.393 7.62 ng 11122406  1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 50
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50

4 Ethylene glycol monoisobutyl ether 118 C6H1402
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S

Abundance Scan 239 (4.393 min): BP008665.D\data.ms (-235) (-)
57.1

004439-24-1 43
1000309-20-3 42

m/z 57.10 100.00%

[T T T
‘ - 4.00 4.20 4.40 4.60 4.80
ol Ml HESL 2089 2819 355.8414.6 485.5543.F /7 45.00  95.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15680: Di-sec-Butyl ether
43.0
5000 [T T[T T[T T T T TT T
4.00 4.20 4.40 4.60 4.80
m/z 101.10 55.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15783: 3-Pentanol, 3-ethyl-2-methyl-
45.0
[T T e e
4.00 4.20 4.40 4.60 4.80
5000 m/z 41.00 40.08%
[0
O‘mJ et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15775: Butane, 1-(1-methylpropoxy)- AR Eams EEESE S,
57.0 4.00 4.20 4.40 4.60 4.80
m/z 59.00 32.86%
5000 JU\
‘ 115.0
0‘HhM%mu_“W‘H‘_‘H‘H“_‘H‘H‘W“H‘H‘W‘H“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Benzene, (1-methylethyl)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.381 16.04 ng 2340260 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 86
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 80

Abundance Scan 577 (6.381 min): BP008665.D\data.ms (-570) (-)

m/z 105.00 100.00%

105.0
5000
A
39P n 6.00 6.20 6.40 6.60 6.80
ol 20 ALl 1929  281.93412401145045175 1/ 159.05  26.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10714: Benzene, (1-methylethyl)-
105.0
5000 T T T T T T T T T T T
6.00 6.20 6.40 6.60 6.80
m/z 77.00 15.02%
39. ‘
O\\J\J%fPT‘\“TWH\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
REERSEEEssEE syt o
6.00 6.20 6.40 6.60 6.80
5000 m/z 79.00 12.75%
390‘
L ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10710: Benzene, 1,2,3-trimethyl- R REREN R
105.0 6.00 6.20 6.40 6.60 6.80
m/z 103.00 10.81%
5000
39.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Benzene, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.869 14.57 ng 2125350 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
3 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N0O2S 144615-94-1 72

4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64

Abundance Scan 660 (6.869 min): BP008665.D\data.ms (-654) (-) m/z 91.00 100.00%

91.0
5000

6.60 6.80 7.00 7.20

ob iphil ] 162922222810343.1 405546365234 /) 120,05  24.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10702: Benzene, propyl-
91.0
6.60 6.80 7.00 7.20
m/z 91.95 10.56%
2?'\1 1‘ |
O‘\\\\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28981: Ethanol, 2-[(phenylmethyl)amino]-
91.0
T T
6.60 6.80 7.00 7.20
5000 m/z 65.00 10.07%
.0 151.0
o8 s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107660: N-Isobutyl(phenyl)methanesulfonamide
91.0 6.60 6.80 7.00 7.20

m/z 78.00 6.31%

5000

28.0 163.0
O et e e e e T

‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

8270E-BP122821.M Wed Jan 05 13:16:32 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1-ethyl-2-methyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.281 4.53 ng 661312 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 730 (7.281 min): BP008665.D\data.ms (-725) (-) m/z 105.00 100.00%
105.0
5000
39.0 7.00 7.20 7.40 7.60
ol by, 1940 2818 354.9413.4473.0 843E /7 17910  30.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L B B L LA R
7.00 7.20 7.40 7.60
m/z 77.00 11.92%
39.0 L
O‘\\‘\¥“\“\\\‘\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
e ARBEARREREEEL e
7.00 7.20 7.40 7.60
5000 m/z 91.00 11.33%
20|}
] R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10695: Mesitylene R ARARERER RS
105.0 7.00 7.20 7.40 7.60
m/z 79.00 10.06%
5000
39.0
0 i .JI [

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP122821.M Wed Jan 05 13:16:33 2022

7.00 7.20 7.40 7.60

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Indane

R.T. EstConc Area Relative to ISTD R.T.
8.263 60.65 ng 8849260 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H10 007785-10-6 72
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 49

Abundance Scan 897 (8.263 min): BP008665.D\data.ms (-890) (-)
117.1

5000
ol Dli2ll 20702668  3800439.04907
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
5000
39.0
O‘\\l\\\‘l‘\‘\\h\l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10184: Deltacyclene
117.0
5000
39.0
o“HJMWN\$“‘_"w“H“‘H“H“H“‘H“_“w“u“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

5000

39.0

0l J UL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP122821.M Wed Jan 05 13:16:34 2022

Concentration Rank 2

m/z 117.05 100.00%

-

8.00 8.20 8.40 8.60
m/z 118.05 54.61%

—

8.00 8.20 8.40 8.60
m/z 114.95 32.53%

-

8.00 8.20 8.40 8.60
m/z 91.00 14.98%

-

8.00 8.20 8.40 8.60
m/z 115.95 7.20%

-

8.00 8.20 8.40 8.60

Page:
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Jan 2022 17:02
: CG/JU
: M5212-06

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
BP008665.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

koK ok K ok koK ok Kok K

Peak Number

3k 3k oK ok K ok K ok 3 oK oK K oK K ok K ok ok oK ok 3 ok 3 ok 3 oK 3k oK ok 3 oK 3 ok K oK 3K K ok K ok 3 ok ok oK ok ok K ok ok kK ok K

11 Benzene, 1,3-diethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.387 12.17 ng 1776360  1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 o-Cymene 134 C1oH14 000527-84-4 81
Abundance Scan 918 (8.387 min): BP008665.D\data.ms (-910) (-) m/z 119.10 100.00%
119.1
5000 j\/\
A e
5.0 \ | 8.00 8.20 8.40 8.60 8.80
O bp L 1789 2810 355.1 4291 5146 m/z 104.95  96.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 DL L LA B I
8.00 8.20 8.40 8.60 8.80
m/z 134.00 51.29%
39.0 \
O‘\\J‘\J\J’L\“\h\l\#\l \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17031: Benzene, 1,4-diethyl-
119.0
REaas e R
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.00 26.52%
41.0
T 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17032: Benzene, 1,2-diethyl-
119.0 8.00 8.20 8.40 8.60 8.80
m/z 77.00 15.66%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60 8.80

8270E-BP12282

1.M Wed Jan 05 13:16:35 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Benzene, 1,4-diethyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.534 5.80 ng 846699 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 87
4 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C1l0H14 000460-01-5 87
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87

Abundance Scan 943 (8.534 min): BP008665.D\data.ms (-937) (-)
119.1

5000

39.0
OLLLil] 1918 268.8 341.1401.0  492.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
sl
O‘\\h\uil\d\\l\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
39.0
0‘HJ"MW“‘MW‘J‘\ o R o AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
39.0 U
0t e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP122821.M Wed Jan 05 13:16:36 2022

m/z 119.05 100.00%

il

8.20 8.40 8.60 8.80
m/z 105.00 90.57%

=

e

8.20 8.40 8.60 8.80
m/z 91.00 65.31%

2

8.20 8.40 8.60 8.80
m/z 134.00 57.09%

=

8.20 8.40 8.60 8.80
m/z 91.95 19.09%

3

8.20 8.40 8.60 8.80

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2-diethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.581 6.65 ng 969651 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 91
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87

Abundance Scan 951 (8.581 min): BP008665.D\data.ms (-947) (-)
105.0

5000

3901 192.8 267.1326.9384.9  490.3548..

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

L

o

Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
39.0 M |
O‘\\L\uilufu\\“‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
41.0 i
O Habe e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #17024: 1,3,8-p-Menthatriene
119.0
5000
41.0 M \‘
0‘\\‘\LI‘LL‘\A“\‘M‘M R R R A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP122821.M Wed Jan 05 13:16:37 2022

m/z 105.00 100.00%

==

8.20 8.40 8.60 8.80 9.00
m/z 119.05 93.16%

|

8.20 8.40 8.60 8.80 9.00
m/z 134.05 50.86%

=

=

8.20 8.40 8.60 8.80 9.00
m/z 91.00  29.56%

3

8.20 8.40 8.60 8.80 9.00
m/z 117.05 23.95%

-

8.20 8.40 8.60 8.80 9.00

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1-methyl-4-propyl-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.699 5.10 ng 743992 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 86

Abundance Scan 971 (8.699 min): BP008665.D\data.ms (-965) (-)
105.0

5000
0 39.0 | ||, | 207.0267.1328.8 402.9 479.8 549.
et e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
O‘\?\gglf()\“\“\Wl#\h\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000
39.0
OWH‘,‘MUM‘\M‘mw‘H‘m"mwm‘mwm‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
5000
39.0 ‘
0‘H‘\\‘,‘w“““l‘mm‘mw‘H‘m"mwm‘mwm‘uu“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP122821.M Wed Jan 05 13:16:37 2022

m/z 104.95 100.00%

=

8.40 8.60 8.80 9.00
m/z 134.00  23.34%

a3

8.40 8.60 8.80 9.00
m/z 77.00 11.77%

3

8.40 8.60 8.80 9.00
m/z 105.95 9.63%

=

8.40 8.60 8.80 9.00
m/z 91.00 8.59%

i

8.40 8.60 8.80 9.00

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.522 7.96 ng 1904160 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 1111 (9.522 min): BP008665.D\data.ms (-1099) (-)
119.1

m/z 119.10 100.00%

5000
—T
390 | || 209.1267.0 355.1417.1478.0 548. 950
O i) 20222000 S99 SRl LIA00 900 m/z 134.85  45.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 —A :
9.50
m/z 91.00 15.99%
39.0 l
O‘\\J\ui\‘fﬂ\L\W‘“\Uf‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
=T
9.50
5000 ITI/Z 120.10 10.34%
39.0
o_ihi\hm‘w‘l‘WHWH_HWm_m‘mwm_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- — ‘
119.0 9.50
m/z 133.00 9.56%
5000
39.0
0 wJ“M”HJ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP122821.M Wed Jan 05 13:16:38 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 16 3-Phenylbut-1-ene

R.T. EstConc Area Relative to ISTD R.T.
9.940 5.00 ng 1196116 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 Indan, 1-methyl- 132 C1OH12 000767-58-8 86
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 80

Abundance Scan 1182 (9.940 min): BP008665.D\data.ms (-1177) (-)
117.0

Concentration Rank 15

m/z 117.00 100.00%

=
—

5000
51.0 ‘ 10.00
Ot i, A9LL 2831 369.0429.3489.7549. /7 132.00  39.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
10.00
m/z 115.00 26.48%
39.0 \ ‘
O‘\\l\l\’L\il\hfg‘“\\‘f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
—
10.00
5000 m/z 131.00 20.07%
39.0
L U N USRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0 10.00
m/z 116.00 10.77%
5000
51.0
S N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 17 Benzene, 2-ethenyl-1,3-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.093 7.61 ng 1821760  Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 55
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 55
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 50
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 50
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 50

Abundance Scan 1208 (10.093 min): BPO08665.D\data.ms (-1194) (-  m/z 117.00 100.00%

117.0
5000

51.0 l ‘ 10.00
bl 7s2 | 28103419 4150 4893547, . 119 65 75.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000

10.00
m/z 115.00  38.94%

39.0 \ l
\‘mlLMMW”JW‘H‘M‘H\H*W*H*M*H\H*W*H*M*H!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0

o

o

1000
5000 m/z 132.05 34.66%
51.0
obebbbbidld e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16114: Benzene, 2-butenyl-
117.0 1000

m/z 134.05 31.70%

5000
39.0
0 | .’\ L. ‘\’ .“ Lo .I‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 18 Benzene, (2-methyl-1-butenyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.746 4.00 ng 957353  Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 53
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 49
5 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 49

Abundance Scan 1319 (10.746 min): BPO08665.D\data.ms (-1314) (- m/z 131.00 100.00%
13

1.0
5000 [h
— —
64.9 \ 10.50 11.00
bbb g ML 2209 29713572 4292 5123 m/z 117.60  51.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 — A
10.50 11.00
m/z 133.05 41.38%
65.0 h‘
O \h\‘\l‘d\h\\\l\‘h\l\‘ \J‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0
10.50 11.00
5000 m/z 115.00  33.84%
39.0
0 ‘J«h}h«Hw}wMN‘“ww”w‘,HH_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- =y L5
131.0 10.50 11.00
m/z 146.05 32.53%
51.0 ‘ /\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

8270E-BP122821.M Wed Jan 05 13:16:41 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Octadecanal

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
18.610 3.28 ng 1304550  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Hexadecanal 240 C16H320 000629-80-1 94
3 Eicosanal- 296 C20H400 002400-66-0 94
4 Pentadecanal- 226 C15H300 002765-11-9 91
5 Tetradecanal 212 C14H280 000124-25-4 91

Abundance Scan 2656 (18.610 min): BP008665.D\data.ms (-2652) (-
7.0

m/z 57.00 100.00%

o J\xxvwi]kwﬁMwﬁ~Aww
— —
I Fvl 2040 18.50 19.00
o LUlALLL o L, 26813281 416047495406 ./, g3 05 92.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158566: Octadecanal
43.0
5000 = ==
18.50 19.00
m 00 m/z 43.10 84.85%
0‘\1\‘\ "\!lr:‘h!“\!‘]\-8\10\‘0\\55\?\\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123917: Hexadecanal
82.0
—— —
18.50 19.00
5000 ITI/Z 55.00 75.95%
| l |j,, 1990
oLl "LN(M‘&"H‘H“_‘H“H“H‘W“H“H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194557: Eicosanal- T ——
82.0 18.50 19.00
m/z 41.05 69.97%
2780
o1 2o
_‘H,“"H‘w"H"H‘_“w“u‘u“_“w‘u“u“_ —— —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 20 Triphenylphosphine oxide Conce

R.T. EstConc Area Relative to IS

21.474 97.02 ng 47733900  Chrysene-di12

Hit# of 5 Tentative ID MW MolForm
1 Triphenylphosphine oxide 278 C18H150P
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo
5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S

Abundance Scan 3143 (21.474 min): BP008665.D\data.ms (-3136) (-
277.1

5000

199.0

arch Compound Report

-BP122821.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 1

D R.T.

""""" 21.345
CASH# Qual

000791-28-6 96
1000483-83-4 86
015990-54-2 42
036682-12-9 17
2 1000268-75-0 9

m/z 277.10 100.00%

%

77.0
\\ 13ﬂp"hu 341.0399.1457.8517.8

P e e e T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

o
21.50

m/z 278.10  40.81%

Abundance #171172: Triphenylphosphine oxide
277.0
5000
7.0 199.0
14.0 ‘ ‘
O‘\\\\‘J\\‘\\‘H\\‘i\\\L\U\\\\‘\\\\‘\H\‘\\\\‘\\\\‘H\\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

N
=
o
o

m/z 199.00 22.67%

5000

77.0 183.0

J \nn\MﬂL”

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy

o

N
=
a
o

m/z 201.10  21.63%

277.0

5000

’ 183.0
‘\\m

N
=
a
o

m/z 183.00  20.58%

o‘H‘wH‘HJ"\MH‘H‘L‘LHW‘M S —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8665.D

Acqg On : 04 Jan 2022 17:02
Operator : CG/JU

Sample : M5212-06

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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... 3.081 5.2 ng 762551 1  7.887 2918300 20.0
Pentane, 3-ethyl- 3.840 3.8 ng 547522 1 7.887 2918300 20.0
trans-2,3-Epoxy... 3.940 3.8 ng 550715 1 7.887 2918300 20.0
Di-sec-Butyl ether 4.334 5.9 ng 855524 1  7.887 2918300 20.0
3-Pentanol, 3-e... 4.393 7.6 ng 1112240 1  7.887 2918300 20.0
Benzene, (1-met... 6.381 16.0 ng 2340260 1 7.887 2918300 20.0
Benzene, propyl- 6.869 14.6 ng 2125350 1 7.887 2918300 20.0
Benzene, 1-ethy... 7.281 4.5 ng 661312 1  7.887 2918300 20.0
Indane 8.263 60.6 ng 8849260 1 7.887 2918300 20.0
Benzene, 1,3-di... 8.387 12.2 ng 1776360 1  7.887 2918300 20.0
Benzene, 1,4-di... 8.534 5.8 ng 846699 1 7.887 2918300 20.0
Benzene, 1,2-di.. 8.581 6.7 ng 969651 1  7.887 2918300 20.0
Benzene, 1-meth... 8.699 5.1 ng 743992 1  7.887 2918300 20.0
Benzene, 1,2,4,... 9.522 8.0 ng 1904160 2 10.687 4785160 20.0
3-Phenylbut-1-ene 9.940 5.0 ng 1196110 2 10.687 4785160 20.0
Benzene, 2-ethe... 10.093 7.6 ng 1821760 2 10.687 4785160 20.0
Benzene, (2-met... 10.746 4.0 ng 957353 2 10.687 4785160 20.0
Octadecanal 18.610 3.3 ng 1304550 4 17.263 7958850 20.0
Triphenylphosph... 21.474 97.0 ng 47733900 5 21.345 9839940 20.0
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