LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18 Instrument :
Operator : CG/JU BNA_M

Sample : M4144-03 ClientSampleld :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 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 M\Methods\8270-BM100221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@32400.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.731 310 322 326 rVV 11043895 30020401 61.78% 12.313%
2 5.101 379 385 392 rVB 858459 1124542 2.31% 0.461%
3 5.484 446 450 458 rVB2 1005355 1515138 3.12% 0.621%
4 5.725 477 491 495 rBV 9622719 25328820 52.13% 10.388%
5 6.125 550 559 562 rBV 943723 1515455 3.12% 0.622%
6 6.166 562 566 570 rVV 3018472 4860438 10.00% 1.993%
7 6.207 570 573 579 rVB 2717069 3431192 7.06% 1.407%
8 6.325 587 593 597 rBV 1866096 2570793 5.29% 1.054%
9 6.366 597 600 605 rVB 385022 505838 1.04% 0.207%
10 6.725 655 661 671 rBV 1902117 2794950 5.75% 1.146%
11 7.078 717 721 727 rVB2 455737 642407 1.32% 0.263%
12 7.454 773 785 797 rVB2 275604 553646 1.14% 0.227%
13 7.613 805 812 818 rBV 1441263 2260021 4.65% 0.927%
14 7.701 818 827 837 rVV 2429172 4902668 10.09% 2.011%
15 7.807 837 845 846 rVV3 243324 604190 1.24%  0.248%
16 7.913 847 863 871 rVB 14034971 48589385 100.00% 19.929%
17 8.436 945 952 958 rVB 409682 691604 1.42% 0.284%
18 8.672 983 992 996 rBvV2 347916 543448 1.12% 0.223%
19 8.772 996 1009 1016 rVV 4432530 7715837 15.88% 3.165%
20 9.101 1056 1065 1069 rBV 365869 719542  1.48%  0.295%
21 9.278 1088 1095 1099 rBV3 349565 714395  1.47%  0.293%
22 9.336 1102 1105 1112 rVB 372333 596415 1.23% 0.245%
23 9.936 1202 1207 1220 rVB 332032 518727 1.07% 0.213%
24 10.178 1241 1248 1254 rBV 1113658 1723883 3.55% 0.707%
25 10.401 1279 1286 1292 rVV 1916632 3190631 6.57% 1.309%
26 10.666 1326 1331 1341 rVB 894195 1598810 3.29% 0.656%
27 10.754 1341 1346 1351 rBV 341955 544968 1.12% 0.224%
28 12.642 1654 1667 1674 rBV 1369827 2022352 4.16% 0.829%
29 12.724 1675 1681 1686 rVV 858130 1212702 2.50% 0.497%
30 12.883 1700 1708 1720 rBV 9137248 14200160 29.22% 5.824%
31 13.166 1750 1756 1762 rVB2 331381 526874 1.08% 0.216%
32 13.795 1857 1863 1875 rBV 390928 665747 1.37% 0.273%
33 14.260 1936 1942 1949 rBV 2691578 3929735 8.09% 1.612%
34 14.995 2062 2067 2075 rVB 628865 825279 1.70%  0.338%
35 15.465 2142 2147 2151 rBV 612353 741392 1.53% 0.304%

36 16.148 2258 2263 2276 rVB4 263332 538195 1.11% 0.221%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 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 M\Methods\8270-BM100221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.748 2360 2365 2368 rVV 399023 540844 1.11% 0.222%
38 16.783 2368 2371 2379 rVB 674916 844291 1.74%  0.346%
39 16.989 2400 2406 2411 rBV 2869673 3936476 8.10% 1.615%
40 17.283 2451 2456 2463 rBV2 914513 1501017 3.09% 0.616%

41 19.089 2759 2763 2773 rVB 1213077 1358414  2.80% ©.557%
42 19.483 2827 2830 2841 rVB 464489 565656 1.16% 0.232%
43 19.606 2845 2851 2859 rVB 10914703 14622692 30.09% 5.997%
44 20.406 2978 2987 2991 rBV2 16658434 38901206 80.06% 15.955%
45 20.700 3033 3037 3040 rBV 677680 741976 1.53% ©.304%

46 21.153 3109 3114 3118 rBV 2640244 3160195 6.50% 1.296%
47 21.277 3132 3135 3145 rVB 351367 534533 1.10% ©.219%
48 23.294 3473 3478 3487 rVB2 1548861 2669295 5.49%  1.095%

Sum of corrected areas: 243817175
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM032400.D\data.ms
1.6e+07

7.91
1.4e+07 913

1.2e+07 4.731

1e+07 5.725
8000000
6000000

8.772
4000000

% 325 6.725 770 10.401
2000000 : : 7.613 10.178

5.48 . .
5'#’1 6180866 | 7.078 7 4549 80 8.43867 0.19%38 9936 Klqﬁ.@&
O T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T
Time> 300 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BM032400.D\data.ms
1.6e+07

20.401

1.4e+07

1.2e+07 19.606

1e+07 12.883
8000000

6000000

4000000 L4260 16.989

2000000 1 19.089
2643 ]

17.283
13.166  13.795 14.995 15465 16148 17
o e e e e e e A e
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BM032400.D\data.ms
1.6e+07

1.4e+07
1.2e+07
le+07
8000000
6000000

4000000 21153
2000000 23.294
0.700 277

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

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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_M\Data\BM100921\

Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 g
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4731 265.67ng 30020400  1,4-Dichlorobenzene-d4  7.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50

2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 322 (4.731 min): BM032400.D\data.ms (-310) (-)

m/z 43.10 100.00%

43.1
5000
101.1
4.40 4.60 4.80 5.00
ob bl 1349 1929 2810 /7 59.10  70.13%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B R
4.40 4.60 4.80 5.00
101.0 m/z 101.10 30.60%
O T T \‘ ‘\h ‘ \ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #296: Guanidine
59.0
R R REEEEE
4.40 4.60 4.80 5.00
5000/ 18.0 m/z 58.10 18.37%
ol b
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RmEE e Rmaa
59.0 4.40 4.60 4.80 5.00
m/z 41.10 9.90%
5000 ﬂ
AN L S —
mlz--> 50 100 150 200 250 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18
Operator : CG/JU

Sample : M4144-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Hexanol

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
5.101 9.95 ng 1124540 1,4-Dichlorobenzene-d4 7.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
4 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 64
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 64
Abundance Scan 385 (5 101 min): BM032400.D\data.ms (-379) (-) m/z 56.05 100.00%
56.0
5000
R aaRaEEmmm ]
91.0 ) 4.80 5.00 5.20 5.40
ol bl b 2 1470 2080 281 n/; 55,85  54.47%
miz-> 50 100 150 200 250
Abundance #4966: 1-Hexano
56.0
5000 R RN R ]
4.80 5.00 5.20 5.40
m/z 43.05 52.30%
ol28: 94‘ | ‘ 101.0
T T T \ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #15416: Formic acid, hexyl ester
56.0
4.80 5.00 5.20 5.40
5000 m/z 41.10 41.97%
0 18. CH‘ Al “ 8%0
e “‘ b — — T
miz--> 50 100 150 200 250 f\
Abundance #1679: Cyclopentane, methyl- T T )
56.0 4.80 5.00 5.20 5.40
m/z 42.10 34.50%
5000 ﬂ
ool | loko |
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\

Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 g
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Hexen-1-ol, (Z)- Concentration Rank 9

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

5.484 13.41 ng 1515140 1,4-Dichlorobenzene-d4 7.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexen-1-0l1, (Z)- 100 C6H120 000928-94-9 53
2 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 47
3 Cyclohexanol 100 C6H120 000108-93-0 45
4 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 43
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 35
Abundance Scan 450 (5.484 min): BM032400.D\data.ms (-446) (-) m/z 57.10 100.00%

57.1
5000
82.0

R N e EAEEEmmas
5.20 5.40 5.60 5.80

0 L A05L 470 1929 m/z 43.1@  85.29%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4292: 2-Hexen-1-ol, (2)

570 ' n
5000

82.0 5.20 5.40 5.60 5.80
29.0 m/z 56.10 53.92%

\\\‘\H‘\\‘i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4383: Cyclopentanol, 3-methyl-
57.0

5.20 5.40 5.60 5.80

o

5000 m/z 41.10 49.44%
29.0 H ‘ 820
0 H“ﬂhu bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4266: Cyclohexanol A
57.0 5.20 5.40 5.60 5.80
m/z 55.10  32.24%
5000 82.0
29.0 ‘
o' "ﬂhﬂu“w‘“‘_“‘_““H“‘H““H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18
Operator : CG/JU

Sample : M4144-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Ethanol, 2-butoxy-

Concentration Rank 3

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

5.725 224.15 ng 25328800 1,4-Dichlorobenzene-d4 7.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 72
3 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 27
4 n-Butyl ether 130 C8H180 000142-96-1 25

5 Propanoic acid, 2-methylpropyl e... 130 C7H1402

Abundance Scan 491 (5.725 min): BM032400.D\data.ms (-477) (-)
57.0

000540-42-1 17

m/z 57.05 100.00%

5000 /\
87.1 SNV NS I ENE—
‘ 5.40 5.60 5.80 6.00
bl b by 218 1929 28LU nmyz 45.85  38.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 T[T T T[T rrprrir|
5.40 5.60 5.80 6.00
710 87.0 m/z 41.10 34.74%
O\H‘\H\\“‘}H‘l’\\‘\‘\‘\‘\HiHH‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester
57.0
H_m,uu_mwu,
5.40 5.60 5.80 6.00
5000 ITI z 87.10 23.64%
87.0
270H ‘
S ——
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #10035: Ethane, 1,2-diethoxy- T RmEE e
31.0 5.40 5.60 5.80 6.00
m/z 56.10 8.90%
5000
1 AJ
BT R R ey
miz--> 20 40 60 80 100120140160180200220240260280 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 2-Methyl-1-hexanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.125 13.41 ng 1515460 1,4-Dichlorobenzene-d4 7.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 90
2 Hexane, 1-propoxy- 144 C9H200 053685-78-2 72
3 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 64
4 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 53
5 1-Pentanol, 2,3-dimethyl- 116 C7H160 010143-23-4 50

Abundance Scan 559 (6.125 min): BM032400.D\data.ms (-550) (-) m/z 43.10 100.00%

43.1
5000
69.0
‘ ‘ ‘982 5.80 6.00 6.20 6.40
O e A9F2 2082 gy .10 42.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9457 2-Methyl-1-hexano
43.0 /\
5000 UL L R R IR |
5.80 6.00 6.20 6.40
69.0 m/z 41.10 41.14%
‘ ‘ ‘980
O \\\‘\H‘\\"\\\\‘\\‘\\“!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24391: Hexane, 1-propoxy-
b M
maarEEET R
5.80 6.00 6.20 6.40
5000 m/z 69.05 29.65%
‘ 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9471: 1-Pentanol, 2-ethyl-  ARRRERERZEEEEL SR
43.0 5.80 6.00 6.20 6.40
m/z 57.10  28.83%
5000 69.0
980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\

Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 g
Misc IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Nonanol Concentration Rank 5

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

6.166 43.01 ng 4860440 1,4-Dichlorobenzene-d4 7.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 72
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 64
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 56
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 56

Abundance Scan 566 (6.166 min): BM032400.D\data.ms (-562) (-) m/z 55.10 100.00%
5|:
83.1 e
H ‘ ‘ 5.80 6.00 6.20 6.40
Obrrrerrrrliil ol | 10611330 1931 ., 5619 85.87%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #24374: 1-Nonano!
41.0 /\
5000 700 IR R
5.80 6.00 6.20 6.40
98.0 m/z 41.10 56.73%
LT o
O\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3822: CydopeMane 1,2-dimethyl-, cis-
e e
5.80 6.00 6.20 6.40
5000 m/z 43.10  55.65%
27.0 83.0
owm_mu ,um“HH‘HH_m_m_mwu_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- R RRRRAN R
56.0 5.80 6.00 6.20 6.40
m/z 70.10 51.08%
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40

8270-BM100221.M Mon Oct 11 14:18:35 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 7 2-Octene, 3,7-dimethyl-, (Z)- Concentration Rank 6

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

6.207 30.36 ng 3431190 1,4-Dichlorobenzene-d4 7.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 3,7-dimethyl-, (Z)- 140 C10H20 006874-32-4 72
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 59
4 Heptane, 3-methylene- 112 C8H16 001632-16-2 59
5 4-Decene, 8-methyl-, (E)- 154 C11H22 062338-50-5 59
Abundance Scan 573 (6.207 min): BM032400.D\data.ms (-570) (-) m/z 70.10 100.00%

70.1
43.1
5000

e e e
5.80 6.00 6.20 6.40 6.60

98.1
ol L1981 1309 1651 1930 210 ss 10 a.a%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20724: 2-Octene, 3,7-dimethyl-, (Z)-
7Q0.0
41.0 /\

5000 .
5.80 6.00 6.20 6.40 6.60

m/z 43.10 75.32%

140.0
0
Il Il
\\\‘\\\\‘\\1 \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7706: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0

5.80 6.00 6.20 6.40 6.60

o

o

5000 210 m/z 69.10 59.53%
otsol L )| uzo
A B R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4998 1-Butanol, 2-ethyl- REmmaE e
43.0 5.80 6.00 6.20 6.40 6.60

m/z 41.10 46.15%

5000

5o \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.80 6.00 6.20 6.40 6.60

8270-BM100221.M Mon Oct 11 14:18:36 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18
Operator : CG/JU

Sample : M4144-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Hexanol, 4-methyl-, (S)-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.325 22.75 ng 2570790 1,4-Dichlorobenzene-d4 7.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 4-methyl-, (S)- 116 C7H160 001767-46-0 86
2 1-Hexanol, 4-methyl- 116 C7H160 000818-49-5 78
3 Cyclopentane, ethyl- 98 C7H14 001640-89-7 38
4 Furan, 2,3-dihydro- 70 C4He0 001191-99-7 38
5 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 33

Abundance Scan 593 (6.325 min): BM032400.D\data.ms (-587) (-)
1

m/z 70.10 100.00%

70.
5000
e A
6.00 6.20 6.40 6.60
ol | 2150 2080 34 nyz e9.18  98.40%
miz--> 50 100 150 200 250 300
Abundance #9533: 1-Hexanol, 4-methyl-, (S)-
79.0
6.00 6.20 6.40 6.60
29. m/z 41.10 81.42%
O\\“‘\"”N\“\’:‘L]\-S\.(\)\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #9480: 1-Hexanol, 4-methyl-
70.0
6.00 6.20 6.40 6.60
5000{ 99 g m/z 55.10 46.61%
Ll
o—
miz--> 50 100 150 200 250 300
Abundance #3747: Cyclopentane, ethyl- R RR e RARRERS
69.0 6.00 6.20 6.40 6.60
m/z 56.10 38.06%
5000
27.?
ol il J‘M‘ e AR P ' S A
m/z--> 50 100 150 200 250 300 6.00 6.20 6.40 6.60

8270-BM100221.M Mon Oct 11 14:18:36 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1-Heptanol, 6-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.078 5.68 ng 642407 1,4-Dichlorobenzene-d4 7.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 72
2 5-Dodecene, (Z)- 168 C12H24 007206-28-2 59
3 Cyclooctane, 1,4-dimethyl-, cis- 140 C1leH20 013151-99-0 59
4 Cyclopropane, octyl- 154 C11H22 001472-09-9 59
5 Pentafluoropropionic acid, octyl... 276 C11H17F502 001867-95-4 59
Abundance Scan 721 (7.078 min): BM032400.D\data.ms (-717) (-) m/z 43.10 100.00%
43.1
o e M
R S RARENERARN L
H ‘ 6.80 7.00 7.20 7.40
ol b | 1281 1020 2649 m/z 55.10  73.73%
miz-> 50 100 150 200 250
Abundance #15721: 1-Heptanol, 6-methyl-
55.0
5000 \\\‘\\H‘J\\/\\ﬁ‘uu‘uu
6.80 7.00 7.20 7.40
m/z 69.10 71.65%
‘ 97.0
O ]\-8‘\. \‘ ‘} “ ‘m“‘\ ““ \‘M\ “‘ \‘]-\29.(\) ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #43487: 5-Dodecene, (Z)-
A
A N
6.80 7.00 7.20 7.40
5000 m/z 41.10 65.80%
97.0 168.0
o220 L A I w‘w ‘ “M T —
miz--> 50 100 150 200 250
Abundance #20745: Cyclooctane, 1,4-dimethyl-, cis- — AT
55.0 6.80 7.00 7.20 7.40
m/z 56.10 52.51%
5000
J H 97.0
ol2sol Ll fas00
m/z--> 50 100 150 200 250 6.80 7.00 7.20 7.40

8270-BM100221.M Mon Oct 11 14:18:37 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown7.454 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.454 4.90 ng 553646 1,4-Dichlorobenzene-d4 7.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl acetate 102 C5H1002 000108-21-4 40
2 4-Penten-2-0l, acetate 128 C7H1202 1000352-31-5 37
3 2-Pentanol, acetate 130 C7H1402 000626-38-0 37
4 2-Butanol, 3-methyl-, acetate 130 C7H1402 005343-96-4 35
5 2-Hexanone, 4-hydroxy-5-methyl- 130 C7H1402 038836-21-4 33

Abundance Scan 785 (7.454 min): BM032400.D\data.ms (-773) (-) m/z 43.05 100.00%

3.0
5000
87.1
RN e EERaaRE
‘H ' 7.20 7.40 7.60 7.80
ol dw ly 1202 19092210 282 ./, g7.19  34.18%
miz-> 50 100 150 200 250
Abundance #4786: Isopropyl acetate
43.0
5000 J\\/\\ﬁ‘uu‘uu‘uu‘\u
7.20 7.40 7.60 7.80
m/z 55.10 26.23%
87.0
O \‘\ ‘\ ‘\h“‘ ‘\ T T ‘\ ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #13998: 4-Penten-2-ol, acetate
43.0
7.20 7.40 7.60 7.80
5000 m/z 58.10 17 .80%
87.0
0“‘MH“p‘W o .
m/z--> 50 100 150 200 250
Abundance #15401: 2-Pentanol, acetate e EBABRaREEEESIEE
43.0 7.20 7.40 7.60 7.80
m/z 59.10 14.65%
5000
87.0
ol bl | a0
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80

8270-BM100221.M Mon Oct 11 14:18:37 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.701  43.39 ng 4902670 1,4-Dichlorobenzene-d4 7.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 64
3 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 53
4 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 47
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 40

Abundance Scan 827 (7.701 min): BM032400.D\data.ms (-818) (-) m/z 57.10 100.00%

57.1
5000 /k
E  AREREEEEs T
‘ Psl 7.40 7.60 7.80 8.00
ol [A7 1529 2211 2819 341l n 7 41.10  33.66%

miz-> 5 100 150 200 250 300
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0

5000 A Rar SOREARuAL SR
7.40 7.60 7.80 8.00

m/z 43.10  29.22%

Ll
L ‘ ‘ \‘\ T ‘ T ‘ T T ‘ T T ‘ T T
miz--> O 100 150 200 250 300
Abundance #92373: Heptane, 1,1'-oxybis-
57.0

740760780800

o

97.0
ob—ddy 7o
m/z--> 50 100 150 200 250 300
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether
57.0 7.40 7.60 7.80 8.00

m/z 56.10 20.61%

5000
112.0
sd L]

m/z--> 50 100 150 200 250 300 7.40 7.60 7.80 8.00

8270-BM100221.M Mon Oct 11 14:18:39 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Cyclohexane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.807 5.35 ng 604190 1,4-Dichlorobenzene-d4 7.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 53
2 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 50
3 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 46
4 Hexane, 2-chloro- 120 C6H13Cl 000638-28-8 45
5 4-Undecene, 2-methyl-, (E)- 168 C12H24 028665-57-8 40
Abundance Scan 845 (7.807 min): BM032400.D\data.ms (-837) (-) m/z 56.10 100.00%
56.1
R
H 97.1 190.9 281 ( 7.40 7.60 7.80 8.00 8.20
0 ———tpll—d J‘ﬁ ——— m/z 55.10 97.97%
miz-> 50 100 150 200 250
Abundance #1646: Cyclohexane
568.0
5000 [T T[T T[T [T TT]TT
7.40 7.60 7.80 8.00 8.20
m/z 84.10 79.11%
O T z\q“\o‘\‘H ““\ 8\ -\0‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1604: 2H-Pyran, 3,4-dihydro-
55.0
RERERRREEE SRR
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 58.51%
15. ‘ 85.0
T —
m/z--> 50 100 150 200 250
Abundance #1631: Furan, 2,3-dihydro-4-methyl- Eammr R
84.0 7.40 7.60 7.80 8.00 8.20
m/z 43.10 47.07%
5000 41.0 LM
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 1-Hexene, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.672 4.81 ng 543448 1,4-Dichlorobenzene-d4 7.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 64
2 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 50
3 Cyclopentanecarboxaldehyde 98 C6H100 000872-53-7 43
4 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 43
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 38
Abundance Scan 992 (8.672 min): BM032400.D\data.ms (-983) (-) m/z 69.05 100.00%
69.
> wA,J\xmjL/\/\AvwwvAV
R RAREARE S
ngo 111 ) 8.40 8.60 8.80 9.00
ol b b BEEE 2080 2810 4/, 5716 81.03%
miz--> 50 100 150 200 250
Abundance #3738: 1-Hexene, 3-methyl-
53.0
5000 UL I B I B AL LR
8.40 8.60 8.80 9.00
m/z 41.10 74.50%
ool || | 0
O \H\H\ ‘\ i“‘\“‘ T T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #13231: 1-Hexene, 3,3,5-trimethyl-
69.0
AR AR
8.40 8.60 8.80 9.00
5000 m/z 43.10 72.27%
27.0
EBREEEE
ol L P P
miz--> 50 100 150 200 250
Abundance #3658: Cyclopentanecarboxaldehyde AR aa AR
69.0 8.40 8.60 8.80 9.00
m/z 56.10 59.04%
5000
39.0
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00

8270-BM100221.M Mon Oct 11 14:18:40 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\

Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 g
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.178 10.81ng 1723880  Naphthalene-ds 10.401
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 Car1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90

3 Ethylene glycol monoisobutyl ether 118
4 Methoxyacetic acid, 2-butyl ester 146

5 Di-sec-Butyl ether

130

C6H1402
C7H1403
C8H180

004439-24-1 59
070159-90-9 50
006863-58-7 47

Abundance Scan 1248 (10.178 min): BM032400.D\data.ms (-1241) - m/z 57.10 100.00%
57.1

5000
/\ T T ‘ T T ‘ T
| ‘87‘-0 Lao1 ' 10.00 10.50
o‘H_HJNHMMWWNJW‘H_mqu‘wuuﬁ9ﬁﬁuwu‘wuu_%$%v m/z 45.65 91.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 —— —
10.00 10.50
m/z 41.10 37.23%
27,0 ‘87_0
O \H‘\“J“\‘\“‘H‘H H\\‘!‘\"\‘UH}‘\\H‘l\:’\’\z\.‘(?\\\‘\H\’HH’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
= ol
10.00 10.50
5000 m/z 75.05 19.83%
87.0
27,0 ‘
Ot 201830
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10091: Ethylene glycol monoisobutyl ether s .
57.0 10.00 10.50
m/z 56.10 17.00%
5000
27,0 ‘87.0
Olrtrlbbedetb L 18 e S N
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknownl®.666 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.666 10.02 ng 1598810 Naphthalene-d8 10.401
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 47
2 (3S)-3-Pyrrolidinol 87 C4HONO 100243-39-8 42
3 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 38
4 1,3-Dioxolane-2-propanal, 2-methyl- 144 C7H1203 024108-29-0 38
5 1,3-Dioxane 88 C4H802 000505-22-6 37

Abundance Scan 1331 (10.666 min): BM032400.D\data.ms (-1326) (- m/z 43.10 100.00%
3.1

87.1
5000
P P
| H i1 10.50 11.00
ol Ahuy, 1431 2208 2810  4OLI .., g7.19 56.85%
mlz--> 50 100 150 200 250 300 350 400
Abundance #4853: 1,3-Dioxolane, 2,2-dimethyl-
43.0
87.0
5000 ﬂ —— —_—
10.50 11.00
m/z 55.10 24.05%
O \‘\N\“{““\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400
Abundance #2106: (3S)-3-Pyrrolidinol
43.0
P e
10.50 11.00
5000 ITI/Z 58.05 20.35%
87.0
0 \\‘M“;““‘\‘\\\,\\\\‘\\H,HH‘HH,HH‘HH,\
miz-> 50 100 150 200 250 300 350 400
Abundance #115347: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diace’ e Ay
87.0 10.50 11.00
m/z 41.10 16.06%
43.0
5000
31.0
e o o = = I - A
m/z--> 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Pyridine, 3-(1-methyl-2-pyr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.642 10.29 ng 2022350  Acenaphthene-die 14.260
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 3-(1-methyl-2-pyrrolid... 162 C1@H14N2 000054-11-5 97
2 Pyridine, 2-(1-methyl-2-pyrrolid... 162 C1@H14N2 023950-04-1 91
3 3-(1-Methyl-2-pyrrolidinyl)pyridine 162 C10H14N2 1000425-83-4 91
4 Acetamide, N-(3,5-dichlorophenyl... 272 C12H14C12N20 1000268-01-0 43
5 Rolicyprine 244 C14H16N202 002829-19-8 40
Abundance Scan 1667 (12.642 min): BM032400.D\data.ms (-1654) (- m/z 84.05 100.00%
84.0
5000
133.1
— —
42.0 16‘ 2 12.50 13.00
Olrerprrrefebprbll bt 2900 e 285 m/z 133.05 32.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #37737: Pyridine, 3-(1-methyl-2-pyrrolidinyl)-, (S)-
84.0
5000 133.0 —— A —
62.0 12.50 13.00
162. m/z 161.10  15.68%
42.0
O\H‘\}\\“‘\\“H"\‘\H“‘H\‘l‘\‘}h\\\‘HiH“\‘\‘\H\"‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37727: Pyridine, 2-(1-methyl-2-pyrrolidinyl)-
84.0
P e
12.50 13.00
5000 m/z 42.05 15.05%
133.0
162.0
51.0 |
O brrrprrrr b b b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37719: 3-(1-Methyl-2-pyrrolidinyl)pyridine — —
84.0 12.50 13.00
m/z 162.20 13.81%
5000
133'0162.0
42.0
O\u‘u\\“‘1u‘\,\\u“‘\1\‘m\u“}H‘M\u\,‘\u\,\\u‘\m‘\m‘\m‘\m,u - R
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 3-Buten-2-one, 4-phenyl-, (E)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.724 6.17 ng 1212700  Acenaphthene-d10 14.260
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 98
2 3-Buten-2-one, 4-phenyl- 146 C10H100 000122-57-6 94
3 1-(2-Vinylphenyl)ethanone 146 C1@H1e0 052095-40-6 93
4 Vinyl trans-cinnamate 174 C11H1e02 017719-70-9 59
5 N-(4-Fluorophenyl)-3-phenyl-2-pr... 337 C17H11F4NO2 1000492-37-5 53

Abundance Scan 1681 (12.724 min): BM032400.D\data.ms (-1675) (-  m/z 103.05 100.00%

108.1 131.0
5000 7.0
51.1
—— —
‘ ‘ ‘ 12.50 13.00
b e e A L2640 2090 ) 131,00 89.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24939: 3-Buten-2-one, 4-phenyl-, (E)-
103.0 131.0
77.0
5000 —r— ——
510 12.50 13.00
m/z 145.05 61.16%
70, .
O\\‘\‘\‘\\\“‘\\1\““\‘\\ ’\\‘\\‘1\\‘\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24923: 3-Buten-2-one, 4-phenyl-
131.0
103.0
—— —
12.50 13.00
5000 m/z 77.05 49.33%
77.0
51.0
50 || |
o2 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24928: 1-(2-Vinylphenyl)ethanone —— =T
103.0 131.0 12.50 13.00
m/z 146.00 46.74%
77.0
5000 510
28.0
PANSUR DIV SO PR SR 0 S R L0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Caffeine Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.283 7.63 ng 1501020 Phenanthrene-d10 16.989
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caffeine 194 C8H10N402 000058-08-2 98
2 3(2H)-Benzofuranone, 4,6-dimethoxy- 194 C10H1004 004225-35-8 50
3 Anthrone 194 C14H1e0 000090-44-8 43
4 2H-Pyrazol-3-o0l, 5-(2,5-dimethyl... 194 C9H1ON20S 1000304-22-5 43
5 4-Phenanthrenol 194 C14H1e0 007651-86-7 38

Abundance Scan 2456 (17.283 min): BM032400.D\data.ms (-2451) (-  m/z 194.05 100.00%

194.1
5000 1091
67.1
—— :
17.00 17.50
243.2 .
ol 380L o4 #5000 ] #9P2 281 ) 1p9.10  51.67%
miz--> 50 100 150 200 250
Abundance #69696: Caffeine
194.0
109.0
5000
67.0 17.00 17.50
m/z 67.10 7.56%
2 ‘
O T T \ H‘ HH ‘H “ ‘ ‘ 1 T T rJTS‘O \O‘ T T \M ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #68445: 3(2H)-Benzofuranone, 4,6-dimethoxy-
194.0
17 00 17 50
5000 m z 55.10 %
106.0 151.7
\‘\ \‘\ ‘\‘ \ il M
ok e i A e
miz-> 50 100 150 200 250
Abundance #69350: Anthrone
194.0 17 OO 17 50
m/z 82.05 27.63%
5000
50 163.0
oL 28| Lo Rariodl L A
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 unknown19.089 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.089 8.60 ng 1358410 Chrysene-d12 21.153
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 4-chlorobenzyl 3-m... 308 C1l6H17Cl04 1000405-91-6 22
2 Triethyl phosphate 182 C6H1504P 000078-40-0 14
3 Phosphoric acid, diethyl 1-methy... 208 C8H1704P 050522-98-0 14
4 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 14
5 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 14

Abundance Scan 2763 (19.089 min): BM032400.D\data.ms (-2759) - m/z 57.10 100.00%
57.1

125.0
5000
199.1 — ‘
“ ‘ ‘255-2 19.00
- ‘uMm Ll ““‘?"1‘1‘2‘“””‘4‘39‘ m/z 125.00  69.91%
mlz--> 50 100 150 200 250 300 350 400
Abundance #208953: Fumaric acid, 4-chlorobenzyl 3-methylbut-2-en-
125.0
5000 — :
19.00
68.0 m/z 56.10 69.90%
0 ‘ L ‘m Hu \ | I, 183.0 240.0 308.0
\\\\‘\\\ ‘\\\\[\\\\‘\\\\‘\\\\‘T\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #57144: Triethyl phosphate
99.0
155.0 — :
19.00
5000 ITI/Z 45.10 58.52%
29.0
oLl w\ 117 T
miz-> 100 150 200 250 300 350 400
Abundance #85628: Phosphoric acid, diethyl 1-methylenepropyl estel = i
99.0 19.00
m/z 99.00 52.33%
155.0
5000 45.0
207.0
om‘wHH“‘ H““““‘ — M‘—j
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Ethanol, 2-butoxy-, phospha... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.406 246.19 ng 38901200 Chrysene-d12 21.153
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 76
2 Hexadecane 226 C16H34 000544-76-3 11
3 Heptadecane 240 C17H36 000629-78-7 10
4 Thiophene-2-carbohydrazide, 5-me... 352 C16H24N403S 1010268-68-7 10
5 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 10

Abundance Scan 2987 (20.406 min): BM032400.D\data.ms (-2978) (- m/z 57.15 100.00%

57.1
125.1
5000 199.1
299.1
20 50
[ um— S ’J‘ “"H‘ b “ et ‘L (35514162 503. 4/, 45.10  62.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #300588: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 1250
20 50
199.0 m/z 56.10 59.63%
Ll L2
O \\llW‘1\11“1“\‘1““\\\\‘\\\f‘\f\\‘[\\\3\5‘5\\0\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107216: Hexadecane
57.0
20 50
5000 m/z 125.10 54.60%
oL L1 3936002260
P S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123959: Heptadecane
57.0 20 50
m/z 85.05 53.69%
5000 ﬂ
113.0
0 1‘ "M ‘\1\1690 2400

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32400.D

Acqg On : 08 Oct 2021 19:18

Operator : CG/JU

Sample : M4144-03 :
Misc : IDW-LIQ-COMP-100721

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.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-Pentanone, 4-... 4.731 265.7 ng 30020400 1 7.613 2260020 20.0
1-Hexanol 5.101 9.9 ng 1124540 1 7.613 2260020 20.0
2-Hexen-1-01, (Z)- 5.484 13.4 ng 1515140 1 7.613 2260020 20.0
Ethanol, 2-butoxy- 5.725 224.2 ng 25328800 1 7.613 2260020 20.0
2-Methyl-1-hexanol 6.125 13.4 ng 1515460 1 7.613 2260020 20.0
1-Nonanol 6.166 43.0 ng 4860440 1 7.613 2260020 20.0
2-Octene, 3,7-d... 6.207 30.4 ng 3431190 1 7.613 2260020 20.0
1-Hexanol, 4-me... 6.325 22.8 ng 2570790 1 7.613 2260020 20.0
1-Heptanol, 6-m... 7.078 5.7 ng 642407 1 7.613 2260020 20.0
unknown?7.454 7.454 4.9 ng 553646 1 7.613 2260020 20.0
1-Hexanol, 2-et... 7.701 43.4 ng 4902670 1 7.613 2260020 20.0
Cyclohexane 7.807 5.3 ng 604190 1 7.613 2260020 20.0
1-Hexene, 3-met... 8.672 4.8 ng 543448 1 7.613 2260020 20.0
Ethanol, 2-(2-b... 10.178 10.8 ng 1723880 2 10.401 3190630 20.0
unknown10.666 10.666 10.0 ng 1598810 2 10.401 3190630 20.0
Pyridine, 3-(1-... 12.642 10.3 ng 2022350 3 14.260 3929740 20.0
3-Buten-2-one, 12.724 6.2 ng 1212700 3 14.260 3929740 20.0
Caffeine 17.283 7.6 ng 1501020 4 16.989 3936480 20.0
unknown19.089 19.089 8.6 ng 1358410 5 21.153 3160200 20.0
Ethanol, 2-buto... 20.406 246.2 ng 38901200 5 21.153 3160200 20.0
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