LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc :

ALS vial : 5 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: BPOO8666.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 rVvB 701978 890222 1.83% 0.348%
2 3.175 24 32 37 rBvV 322909 552263 1.13% 0.216%
3 3.846 142 146 155 rVB 379047 642409 1.32% 0.251%
4 3,940 155 162 167 rBV 432677 678349 1.39% 0.265%
5 4.122 189 193 199 rVvB 351783 489551 1.01% 0.191%
6 4.334 225 229 234 rBV 690345 949193 1.95% 0.371%
7 4.393 235 239 249 rVB 815844 1263550 2.60% 0.494%
8 5.399 403 410 416 rBV 2619714 3933765 8.08% 1.536%
9 5.464 416 421 428 rVB 4321618 6472559 13.30% 2.528%
106 6.381 570 577 588 rVB 1602063 2546214 5.23%  0.994%
11 6.869 654 660 669 rBV 1231479 1907734 3.92% 0.745%
12 7.052 683 691 700 rBV 2611420 4221074 8.67% 1.649%
13 7.281 725 730 736 rVB 427473 663650 1.36% 0.259%
14 7.887 826 833 839 rBV 2104965 3399316 6.98% 1.328%
15 8.263 8990 897 905 rVB 5419261 8659999 17.79%  3.382%
16 8.381 911 917 924 rBV 1172080 1888727 3.88% 0.738%
17 8.534 937 943 947 rBV 580913 921928 1.89% 0.360%
18 8.581 947 951 958 rVB 753857 1173705 2.41% 0.458%
19 8.699 964 971 978 rVB 558389 943870 1.94% 0.369%
20 8.893 999 1004 1011 rVB 311026 524663 1.08% 0.205%
21  8.999 1016 1022 1024 rVV 1015209 1514961 3.11% 0.592%
22 9.046 1024 1030 1033 rVV 6007309 11018844 22.63% 4.304%
23 9.075 1033 1035 1044 rVV 2641445 3514848 7.22% 1.373%
24 9.169 1044 1051 1057 rVV 293192 622108 1.28% 0.243%
25 9.346 1072 1081 1091 rBvV2 387012 792258 1.63% 0.309%
26 9.522 1099 1111 1116 rBV 1069472 1812858 3.72% 0.708%
27 9.887 1166 1173 1177 rBV 337876 631105 1.30% 0.246%
28 9.940 1177 1182 1185 rVV 595779 1042722 2.14% 0.407%
29 10.093 1200 1208 1217 rBV4 778121 1550710 3.19% 0.606%
30 10.193 1217 1225 1233 rBV3 147150 487817 1.00% 0.191%
31 10.687 1298 1309 1314 rBV 2958622 5436134 11.17% 2.123%
32 10.746 1314 1319 1325 rVV3 536060 1089353 2.24% 0.425%
33 10.804 1325 1329 1340 rVB 270237 525042 1.08% 0.205%
34 11.793 1489 1497 1503 rBV3 257737 514482 1.06% 0.201%
35 12.016 1530 1535 1540 rVB 349703 524670 1.08% 0.205%

36 12.240 1567 1573 1579 rVB 375997 638611 1.31% 0.249%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc :

ALS vial : 5 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 12.557 1615 1627 1633 rBV2 550838 1241591 2.55% 0.485%
38 13.145 1719 1727 1734 rBV 18490286 27922758 57.36% 10.906%
39 14.140 1892 1896 1906 rVV3 294728 649591 1.33% 0.254%
40 14.240 1908 1913 1922 rVB 459015 702705 1.44% 0.274%

41 14.328 1922 1928 1936 rBV 332730 563635 1.16% ©.220%
42 14.516 1950 1960 1966 rBV 4729838 7339571 15.08% 2.867%
43 14.581 1966 1971 1979 rVB 506030 873274 1.79%  0.341%
44 15.139 2061 2066 2076 rVB2 302345 512934 1.05% ©.200%
45 15.557 2132 2137 2143 rVB2 342835 583007 1.20% ©.228%

46 16.004 2206 2213 2235 rBV 14731792 22721904 46.67% 8.875%

47 17.263 2421 2427 2433 rBV 5625030 8470634 17.40%  3.308%
48 18.157 2575 2579 2588 rBV2 504898 776865 1.60% ©.303%
49 18.610 2653 2656 2661 rBV 436213 569390 1.17% 0.222%
50 19.269 2764 2768 2774 rVB 586575 751845 1.54% 0.294%

51 19.392 2785 2789 2795 rBV 419198 560617 1.15% ©.219%
52 19.622 2825 2828 2837 rVB 374697 535191 1.10% 0.209%
53 19.822 2857 2862 2874 rVB 28540012 39153493 80.42% 15.293%
54 21.345 3116 3121 3130 rBV 7286695 9795763 20.12%  3.826%
55 21.474 3136 3143 3171 rBV 29836951 48683705 100.00% 19.015%

56 23.768 3526 3533 3546 rVB2 4476462 9182266 18.86% 3.586%

Sum of corrected areas: 256030003
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Jan 2022 17:36
: CG/IU
: M5212-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
BP008666.D

: 5 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

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

87 snean s

TIC: BP008666.D\data.ms

9.046
5.464 8.263 L0687
5.399 6381 gold% 7

7.281 %maé %gﬂﬁzzwﬁg%s 17964

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 8. 00 850 9. 00 9.50 10.00 10.50 11.00 11.50

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BP008666.D\data.ms
19.822

13.145

16.004

17.263

14.516

BAEAR 55T || 1444394581 15.13915.557 18.157 18.610 1912081962

0
Time-->
Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

Time--> 20.

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

TIC: BP008666.D\data.ms
21.474

21.345

23.768

50 21.00 2150 22.00 2250 23.00 23.50 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@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 14
R.T. EstConc Area Relative to ISTD R.T.
3.081 5.24 ng 890222 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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 16 (3.081 min): BP008666.D\data.ms (-12) (-)
3.0

m/z 73.00 100.00%

S

5000
o
‘ ‘ 3.103.203.303.403.50
O bkl 182.9 207.0267.1326.8 4008 48575441  n/; 43,00  30.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARENRERRERRRRNRRRRN RRRE
3.103.203.303.403.50
L m/z 87.05 26.01%
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
F T
3.103.203.303.403.50
5000 m/z 55.00 24.12%
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- R LARNARaRaEEE S us i
73.0 3.103.203.303.403.50
m/z 71.00 10.10%
h /&/k&
sl J

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

8270E-BP122821.M Wed Jan 05 13:17:13 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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, 2,3,4-trimethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
3.846 3.78 ng 642409 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 64
Abundance Scan 146 (3.846 min): BP008666.D\data.ms (-142) (-) m/z 43.00 100.00%
3.0
5000
B ARmEEEER
H 3.60 3.80 4.00 4.20
ol A A120  207.02669 3572 4389 5243  n/z 71.10  82.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
5000 LB L B R BN L
3.60 3.80 4.00 4.20
m/z 70.00 53.81%
O \“ ”\114'0
‘\\\‘WIT\W\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4466: Pentane, 3-ethyl-
43.0
R R NREERRNEST
3.60 3.80 4.00 4.20
5000 m/z 41.00 29.15%
0 _““k‘mwm‘w‘w_HWH_HWH_m_m,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8635: Heptane, 4-methyl- T
43.0 3.60 3.80 4.00 4.20
m/z 55.00 23.96%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20

8270E-BP122821.M Wed Jan 05 13:17:15 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 Pentane, 2,3,3-trimethyl-

Concentration Rank 16

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

3.940 3.99 ng 678349 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 80
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 47
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 47

5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S

Abundance Scan 162 (3.940 min): BP008666.D\data.ms (-155) (-)
3.0

1000309-14-1 40

m/z 43.00 100.00%

A AR AR
‘J ho.o 3.60 3.80 4.00 4.20
ol A E 2209 29713567 4421 5332 n/z 71.10  66.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 L L L B L B O
3.60 3.80 4.00 4.20
m/z 70.10 50.59%
O ‘\‘\u\ JW!L13.O‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
e AEAREERREE ]
3.60 3.80 4.00 4.20
5000 m/z 57.10 46.58%
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4465: Hexane, 3-methyl-
43.0 3.60 3.80 4.00 4.20
m/z 85.05 40.78%
- ¢
0 | “‘mw‘wwwwwwww‘mww R ARARARRRRRESsmras s
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@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 5.58 ng 949193  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 50
3 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 50
4 2-t-Butyl-5-methyl[1,3]dioxolan-... 158 C8H1403 130930-47-1 45

5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S

Abundance Scan 229 (4.334 min): BP008666.D\data.ms (-225) (-)
57.0

1000309-20-3 45

m/z 57.05 100.00%

- MLM
R T e
151 4.00 4.20 4.40 4.60
0l «l“wHH‘“19‘2_8"?“?‘?‘9_“3‘5"‘7‘2‘“”4‘5‘1‘95“1‘1“5“‘ m/z 45.00  94.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15680: Di-sec-Butyl ether
45.0
5000 T T T T[T T T[T T T T TTTT]
4.00 4.20 4.40 4.60
m/z 101.10 55.36%
OJ‘VIWV:LZ-O““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
R EARaRERE e
4.00 4.20 4.40 4.60
5000 m/z 41.00 39.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24736: DL-Lactamide, butyl ether R EabaaanmEss S
57.0 4.00 4.20 4.40 4.60
m/z 59.00 36.21%
5000 M
‘ \ 146.0
e -

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

8270E-BP122821.M Wed Jan 05 13:17:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 Butane, 1-(1-methylpropoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.393 7.43 ng 1263550 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 56
3 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 56
4 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 45
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 42
Abundance Scan 239 (4.393 min): BP008666.D\data.ms (-235) (-) 57.00 100.00%

57.0
5000

4.00 4.20 4.40 4.60 4.80

obhd[450_ 221228233407403.24633 5294 1/, 45.00  97.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15680: Di-sec-Butyl ether
45.0
5000 [T T T[T T[T T[T T T T
4.00 4.20 4.40 4.60 4.80
m/z 101.10 55.02%
OJ!JWV:L[Z‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
Raaas AR ER
4.00 4.20 4.40 4.60 4.80
5000 m/z 41.00 39.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15783: 3-Pentanol, 3-ethyl-2-methyl- R AARmaas R,
45.0 4.00 4.20 4.40 4.60 4.80
m/z 59.00 31.62%
5000 M
0 H ‘ \L ‘\ ] .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 14.98 ng 2546210 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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 86
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 80

Abundance Scan 577 (6.381 min): BP008666.D\data.ms (-570) (-)
105.0

5000
ol 2901111 162.6221.02809342.0 43094922
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10713: Benzene, (1-methylethyl)-
105.0
5000

SR

m/z 104.95 100.00%

|

6.00 6.20 6.40 6.60 6.80
m/z 120.10  26.88%

|

6.00 6.20 6.40 6.60 6.80
m/z 76.95 14.76%

O‘\\\\‘1”\\1[\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
w“u“u‘_“w“u‘u
6.00 6.20 6.40 6.60 6.80
5000 m/z 79.00 13.03%
39.0
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene B RARREEEEEE Ry o
105.0 6.00 6.20 6.40 6.60 6.80
m/z 103.00 10.91%
5000
L
0 L Ll T

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

8270E-BP122821.M Wed Jan 05 13:17:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 11.22 ng 19077360  1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 91
2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72

3 N-Butylbenzylamine 163 C11H17N 002403-22-7 72

4 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 72

5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72

Abundance Scan 660 (6.869 min): BP008666.D\data.ms (-654) (-) m/z 91.00 100.00%

91.0
5000

6.60 6.80 7.00 7.20
byl 14902069 281.03409308.74588520.1 1y 120.05  24.13%

0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #10702: Benzene, propyl-
91.0
5000 \\\‘\\\\‘\\\\‘\\\\’A\
6.60 6.80 7.00 7.20
m/z 92.00 10.53%
27\'\1 \‘ I
O‘\\\\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28988: Ethanol, 2-[(phenylmethyl)amino]-
91.0
R R RERAE L
6.60 6.80 7.00 7.20
5000 ITI/Z 65.00 10.07%
0 300 | |151.0
R e R e B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38714: N-Butylbenzylamine
91.0 6.60 6.80 7.00 7.20
m/z 77.95 5.92%
5000
163.0

O‘W\‘Nm R R AR R s o R e T 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 13:17:21 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 17

R.T. EstConc Area Relative to ISTD R.T.
7.281 3.90 ng 663650 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 730 (7.281 min): BPO08666.D\data.ms (-725) (-)
105.0

m/z 105.00 100.00%

5000
39.0 7.00 7.20 7.40 7.60
. c
o orepalLLi 2080 28203420 414847725435 /7 129,19 31.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L B L L LR
7.00 7.20 7.40 7.60
m/z 91.00 12.03%
39.0
O‘HJ\JHL'\“\M\M\‘\‘H‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
R RRAREEERERS R
7.00 7.20 7.40 7.60
5000 m/z 77.00 11.57%
39.0 ]
P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl- R ARRNEE SR e
105.0 7.00 7.20 7.40 7.60
m/z 79.00 10.03%
5000
28.0
o‘m“«MMM"w_‘H_H‘_Hwwm‘www

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

8270E-BP122821.M Wed Jan 05 13:17:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5263 50.95ng 8660000  1,4-Dichlorobenzene-d4  7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 conte 000496-11-7 95

2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10

3 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120
5 Benzene, 1-propenyl- 118 C9H1e0

Abundance Scan 897 (8.263 min): BP008666.D\data.ms (-890) (-)
117.1

5000

o719 | 1771 267.6  356.8414.7472.8531.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane

o

11v.0

5000

39.0
byl

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

o

5000

39.0
| J UL ‘J

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

Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0

o

5000

RELN 2340
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP122821.M Wed Jan 05 13:17:23 2022

1000191-13-7 64

004439-45-6 59
006052-63-7 53
000637-50-3 49

m/z 117.10 100.00%

-

8.00 8.20 8.40 8.60
m/z 118.05 53.96%

8.00 8.20 8.40 8.60
m/z 115.00 32.35%

-

8.00 8.20 8.40 8.60
m/z 91.00 15.01%

-

8.00 8.20 8.40 8.60
m/z 115.95 7.12%

-

8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 11 Benzene, 1,2-diethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.381 11.11 ng 1888730 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, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 83

Abundance Scan 917 (8.381 min): BP008666.D\data.ms (-911) (-)
119.1

m/z 119.05 100.00%

o

5000
A e
51_0‘ l 8.00 8.20 8.40 8.60 8.80
obtpkd Ll 190.9 26693271 4152 4971 /) 1p4.95 98.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 T T T T[T T T[T [ TrorT il
8.00 8.20 8.40 8.60 8.80
m/z 134.00 49.17%
39.0
O‘\\L\Ll‘luf“\h\“[}\\1‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17028: Benzene, 1,3-diethyl-
119.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.00 27.30%
39.0 ”
Ol e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.00 8.20 8.40 8.60 8.80
m/z 76.95 16.24%
5000
41.0‘
L

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

8270E-BP122821.M Wed Jan 05 13:17:24 2022

8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 13

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

8.534 5.42 ng 921928 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 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 93
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87

Abundance Scan 943 (8.534 min): BP008666.D\data.ms (-937) (-)
119.1

m/z 119.05 100.00%

o

5000
e e
39.0 h ‘ 8.20 8.40 8.60 8.80
ol bbbl 222.8282.93433 4159 5224 ./, 195,00  91.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 91.00 63.17%
39.0
0‘\\L\uilufu\[“‘}\\ !\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17031: Benzene, 1,4-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 ITI/Z 134.05 58.56%
41.0 i
Ot L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0 8.20 8.40 8.60 8.80
m/z 76.95 18.61%
5000
39.0
0 \”M”u.\J

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

8270E-BP122821.M Wed Jan 05 13:17:25 2022

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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, 1,3-diethyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.581 6.91 ng 1173716 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 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 86
Abundance Scan 951 (8.581 min): BP008666.D\data.ms (-947) (-) m/z 105.00 100.00%
105.0
5000
390 } 8.20 8.40 8.60 8.80 9.00
" g
Obrrtpld L 206,9267.9326.9 4009 480.7540.5 /7 119.05  89.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 T T[T T[T T it
8.20 8.40 8.60 8.80 9.00
m/z 134.05 52.48%
39.0 }
0‘\J\L\h}L‘\”\"l\‘\l‘l\“ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17031: Benzene, 1,4-diethyl-
119.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.00 31.46%
41.0
N 5
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17030: Benzene, 1,3-diethyl-
105.0 8.20 8.40 8.60 8.80 9.00
m/z 117.10  23.12%
5000
Wl
R o am amaAE

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

8270E-BP122821.M Wed Jan 05 13:17:26 2022

8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 12

R.T. EstConc Area Relative to ISTD R.T.
8.699 5.55 ng 943870 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 83

Abundance Scan 971 (8.699 min): BP008666.D\data.ms (-964) (-)
105.0

m/z 105.00 100.00%

=

5000
39.0 8.40 8.60 8.80 9.00
. (C
o rrpik bk 2210 8268 41604762 548 ./, 134 09  24.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
8.40 8.60 8.80 9.00
m/z 77.00 11.72%
390 141, |
O‘\\‘\\’\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
P T T T T
8.40 8.60 8.80 9.00
5000 m/z 106.00 8.90%
39.0‘H
0 et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 8.40 8.60 8.80 9.00
m/z 79.00 8.45%
5000
27\'91 “lJ ‘
Ob et e R EaasEEEET R

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

8270E-BP122821.M Wed Jan 05 13:17:27 2022

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 15 Cyclohexene, 3-(bromomethyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.169 3.66 ng 622108 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-(bromomethyl)- 174 C7H11Br 034825-93-9 64
2 Bicyclo[2.2.1]heptane, 2-(1-bute... 150 C11H18 055170-90-6 56
3 1-(1,2-Dimethyl-cyclopent-2-enyl... 138 C9H140 070987-82-5 56
4 4-Pyridazinamine 95 C4H5N3 020744-39-2 50
5 Bicyclo[2.2.1]heptane-2-carboxal... 124 C8H120 003574-55-8 42

Abundance Scan 1051 (9.169 min): BP008666.D\data.ms (-1044) (-) m/z 95.10 100.00%
95.1

—

5000
B RRREE RS RRRRN
l 8.80 9.00 9.20 9.40
ol S04, 1911 267.03260386.9 476.1535.9 ./, 67,00 19.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49342: Cyclohexene, 3-(bromomethyl)-
95.0
5000 L L L LA LA LA BN R B

8.80 9.00 9.20 9.40
m/z 79.00 11.78%

ZW ! n’ \‘ J 1740

‘\J\H‘\\H’\H\‘HH‘HH’\H\‘HH‘\H\‘\H\‘HH‘\H\‘\

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

Abundance #27773: Bicyclo[2.2.1]heptane, 2-(1-buten-3-yl)-
95.0

o

3

8.80 9.00 9.20 9.40
5000 m/z 55.00 10.05%

27\1'% 1’ 4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20288: 1-(1,2-Dimethyl-cyclopent-2-enyl)-ethanone AR RERRREEEERERSE
95.0 8.80 9.00 9.20 9.40

m/z 77.00 8.61%

o

-

5000

0 27‘1” \’ L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.522 6.67 ng 1812860 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 1111 (9.522 min): BP008666.D\data.ms (-1099) (-) m/z 119.05 100.00%

119.1
5000

39.0 9 50
bbby L 1910 2669 3551 43014954  m/z 134.05  45.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
9 50

m/z 91.00 16.26%

41.0
‘\\‘\u‘“\“\J\\‘“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0

o

9 50
5000 m/z 120.05 9.90%
39.0
L S SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- — ‘
119.0 9.50
m/z 133.00 9.21%
5000
39.0
0 ”MHJM\

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@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 17 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.940 3.84 ng 1042720  Naphthalene-d8 10.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90

4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12

Abundance Scan 1182 (9.940 min): BP008666.D\data.ms (-1177) (-)

000768-00-3 87
001587-04-8 86

m/z 117.00 100.00%

°

11y7.0
5000
L)
51.0 10.00
Olprrr ity b 207.0266,93280  416.0475.95352  n/; 132,05  40.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
11y.0
5000
10.00
m/z 115.00 25.31%
39.0
O‘\\J\J\“L\‘“\Jlf%\’h\\M\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
—
10.00
5000 m/z 131.00 18.90%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16103: Indan, 1-methyl-
117.0 10.00
m/z 116.00 10.82%
5000
39.0 l
0‘JﬁlWWWfHﬁw\uw\H\M\H‘H\w\u\w\u‘u\w\u\w

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@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 18 3-Phenylbut-1-ene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.093 5.71 ng 1550710 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-butenyl- 132 C10H12 001560-06-1 50
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 50
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 50
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 46

Abundance Scan 1208 (10.093 min): BP008666.D\data.ms (-1200) (-
117.0

m/z 117.00 100.00%

I

5000
51.0\ " 10.00
O bbbkl 1929 206.1354.9 4388 5327 ., 119.05  74.73%
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 42.20%
39.0 \ l
O‘\\l\l\‘L\il\hfg‘“\\‘J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16114: Benzene, 2-butenyl-
117.0
T
10.00
5000 m/z 132.05 36.12%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- e ‘
117.0 10.00
m/z 134.05 30.60%
5000
51.0
0 \.L L 1“ |‘|\ 1‘ J‘ L 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@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 19 Benzene, (2-methyl-1-butenyl)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.746 4.01 ng 1089350  Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 60
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 53
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 49

Abundance Scan 1319 (10.746 min): BPO08666.D\data.ms (-1314) (- m/z 131.00 100.00%
13

1.0
5000 /\k
— —
65_9\ 10.50 11.00
Obrtpieds bl | 22112810 357.1416747585335 1/, 117,00  60.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 s A
10.50 11.00
m/z 115.00 36.20%
65.0 h
O \h\‘\l‘d\h\\\l\‘“\l\“\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
e ~
10.50 11.00
5000 m/z 133.00  34.57%
41.0
0 NWWJ“HHJLLH"H“‘H“H“‘H"H“‘H“‘H“_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- = —4Ly
131.0 10.50 11.00
m/z 146.00 32.76%
5000
39.0 \ /\
0 NLWWMMJM‘HH‘W“H‘H“_‘H‘H“_‘H“H‘_“W‘ — =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc

ALS vial : 5 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 99.40 ng 48683700  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): BP008666.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 59
015990-54-2 50
036682-12-9 17
2 1000268-75-0 9

m/z 277.10 100.00%

77.0
[ l 139)0. L H 341.1401.0460.8521.4

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

o

N
=
o
o

m/z 278.10  41.83%

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
=
a
o

m/z 199.00  23.78%

5000

77.0 183.0

J \““‘MNL”

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

o

N
=
o
o

m/z 201.05  22.92%

277.0

5000

N
=
a
o

m/z 183.00  21.87%

—

0 | \\m \MHM”| ‘

m/z--> 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@8666.D

Acqg On : 04 Jan 2022 17:36
Operator : CG/JU

Sample : M5212-01

Misc :

ALS vial : 5 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 890222 1  7.887 3399320 20.0
Pentane, 2,3,4-... 3.846 3.8 ng 642409 1  7.887 3399320 20.0
Pentane, 2,3,3-... 3.940 4.0 ng 678349 1  7.887 3399320 20.0
Di-sec-Butyl ether 4.334 5.6 ng 949193 1  7.887 3399320 20.0
Butane, 1-(1-me... 4.393 7.4 ng 1263550 1  7.887 3399320 20.0
Benzene, (1-met... 6.381 15.0 ng 2546210 1  7.887 3399320 20.0
Benzene, propyl- 6.869 11.2 ng 1907730 1 7.887 3399320 20.0
Benzene, 1-ethy... 7.281 3.9 ng 663650 1  7.887 3399320 20.0
Indane 8.263 51.0 ng 8660000 1 7.887 3399320 20.0
Benzene, 1,2-di... 8.381 11.1 ng 1888730 1  7.887 3399320 20.0
Benzene, 1,4-di... 8.534 5.4 ng 921928 1  7.887 3399320 20.0
Benzene, 1,3-di 8.581 6.9 ng 1173710 1  7.887 3399320 20.0
Benzene, 1-meth... 8.699 5.5 ng 943870 1  7.887 3399320 20.0
Cyclohexene, 3-... 9.169 3.7 ng 622108 1  7.887 3399320 20.0
Benzene, 1,2,3,... 9.522 6.7 ng 1812860 2 10.687 5436130 20.0
1H-Indene, 2,3-... 9.940 3.8 ng 1042720 2 10.687 5436130 20.0
3-Phenylbut-1-ene  10.093 5.7 ng 1550710 2 10.687 5436130 20.0
Benzene, (2-met... 10.746 4.0 ng 1089350 2 10.687 5436130 20.0
Triphenylphosph... 21.474 99.4 ng 48683700 5 21.345 9795760 20.0
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