LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS Vvial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BN@16665.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.272 18 21 22 rBV 6596 9851 3.59% 0.234%
2 3.816 76 80 97 rVB 13827 57089 20.81% 1.358%
3 4.092 102 110 122 rVB 12956 47738 17.40% 1.135%
4 4,277 127 130 140 rVB 9923 33261 12.13% 0.791%
5 4.738 177 180 185 rBV 4347 12539 4.57% 0.298%
6 4.821 185 189 204 rVB 69751 160449 58.49% 3.816%
7 5.227 229 233 235 rBV 13267 26205 9.55% 0.623%
8 5.503 259 263 274 rBV2 15506 53118 19.36% 1.263%
9 5.752 284 290 300 rVB2 21851 63546 23.17% 1.511%
106 6.647 383 387 395 rVB 7470 16713 6.09% ©0.398%
11 6.822 400 406 417 rVB2 7186 24888 9.07% 0.592%
12 7.015 425 427 434 rVB 4067 8379 3.05% 0.199%
13 7.181 441 445 450 rVB 2840 7548 2.75% 0.180%
14 7.264 450 454 459 rVvv2 7215 15915 5.80% 0.379%
15 7.338 459 462 466 rVB 3335 5356 1.95% 0.127%
16 7.633 490 494 499 rBV 54204 111995 40.83% 2.664%
17 7.707 499 502 513 rVB 25022 55376 20.19% 1.317%
18 7.864 515 519 525 rBV 16212 33732 12.30% 0.802%
19 8.113 543 546 549 rBV 2891 6488 2.37% 0.154%
20 8.168 549 552 558 rW 10682 29415 10.72% 0.700%
21 8.251 558 561 564 rVWW 7314 16804 6.13% 0.400%
22 8.306 564 567 569 rVB 13876 17292 6.30% 0.411%
23 8.442 575 578 581 rW 18355 33122 12.07% ©.788%
24 8.506 581 583 592 rVB2 3059 8138 2.97% 0.194%
25 8.784 601 605 610 rVB 28092 57934 21.12% 1.378%
26 8.886 610 613 616 rVv3 7306 14572 5.31% 0.347%
27 8.949 616 618 622 rVB 9383 14120 5.15% 0.336%
28 9.355 646 650 655 rVB2 4117 8313 3.03% 0.198%
29 9.456 655 658 661 rBV 5812 11020 4.02% 0.262%
30 9.634 669 672 675 rBV 2801 6386 2.33% 0.152%
31 9.735 675 680 685 rvB2 4175 11301 4.12% 0.269%
32 10.204 714 717 720 rBV 4460 9389 3.42% 0.223%
33 10.407 729 733 735 rBV 110942 192901 70.32% 4.588%
34 10.457 735 737 740 rVB2 12920 23407 8.53% 0.557%
35 10.787 759 763 766 rBvV3 3298 10534 3.84% 0.251%
36 10.964 774 777 779 rBV3 5596 10367 3.78% 0.247%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32 Instrument :
Operator : CG/JU BNA_N

Sample : M3829-16 ClientSampleld :
Misc : EB01-20210917

ALS Vvial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.053 780 784 789 rW 32306 67101 24.46%  1.596%
38 11.167 789 793 794 rw2 3649 9605 3.50% ©0.228%
39 11.205 794 796 801 rVB 8702 16096 5.87% 0.383%
40 11.383 806 810 816 rvv2 5229 16578 6.04%  0.394%
41 11.683 848 859 865 rBV 7095 10795 3.94%  ©.257%
42 11.741 865 872 882 rVB 5219 8187 2.98% 0.195%
43 12.003 921 931 941 rBV 51992 84440 30.78% 2.008%
44 12.074 941 947 958 rVB 2270 3825 1.39% 0.091%
45 12.274 985 992 996 rBvV 2431 4082 1.49% ©.097%
46 12.569 1046 1049 1052 rVB 6512 10931 3.98% 0.260%
47 12.657 1052 1056 1061 rBV2 7074 20814  7.59% 0.495%
48 12.810 1064 1068 1071 rVV2 3697 8218 3.00% ©.195%
49 12.886 1071 1074 1080 rVB 111589 176782 64.44%  4.205%
50 13.178 1094 1097 1101 rBV 30483 61574 22.45% 1.464%
51 13.419 1112 1116 1118 rBV 20531 53996 19.68% 1.284%
52 13.469 1118 1120 1122 rVV 18433 33818 12.33% 0.804%
53 13.520 1122 1124 1127 rW2 11552 26707 9.74% 0.635%
54 13.634 1131 1133 1135 rW 12715 29594 10.79% 0.704%
55 13.711 1135 1139 1142 rW3 25179 83418 30.41%  1.984%
56 13.837 1146 1149 1152 rVB 117995 187928 68.51% 4.470%
57 14.269 1178 1183 1187 rBV2 154446 274316 100.00%  6.524%
58 14.738 1218 1220 1223 rVB 4234 7220 2.63% 0.172%
59 14.814 1223 1226 1228 rVV 8483 15558 5.67% ©.370%
60 14.878 1228 1231 1234 rVB 12404 24067 8.77% 0.572%
61 14.954 1234 1237 1239 rBV3 5229 12781 4.66% ©0.304%
62 15.005 1239 1241 1246 rVB 8838 14910 5.44%  0.355%
63 15.106 1246 1249 1252 rBV 119265 152159 55.47% 3.619%
64 15.423 1270 1274 1277 rBV2 6130 10648 3.88% ©.253%
65 15.639 1288 1291 1297 rBV 97416 160126 58.37% 3.808%
66 15.766 1297 1301 1303 rVV3 17595 41750 15.22% ©.993%
67 15.817 1303 1305 1306 rVWV 11450 16634 6.06% ©0.396%
68 15.855 1306 1308 1312 rVWV 24053 39186 14.28% 0.932%
69 15.969 1315 1317 1321 rVB 9967 16737 6.10% ©0.398%
70 16.628 1368 1371 1374 rBV2 10781 15709 5.73% 0.374%
71 16.932 1393 1396 1399 rBV2 3534 10263 3.74%  ©.244%
72 17.018 1399 1403 1406 rBV 115603 196270 71.55% 4.668%
73 17.602 1448 1451 1455 rBV 7338 11738 4.28% 0.279%
74 17.711 1457 1460 1462 rVWV 9891 17528 6.39% 0.417%
75 17.760 1462 1464 1467 rVWV 17625 29147 10.63% 0.693%
76 17.833 1467 1470 1472 rVV 7428 11934 4.35% 0.284%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS Vvial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.894 1472 1475 1478 rVV 36528 52998 19.32% 1.261%
78 18.016 1482 1485 1504 rVB7 3279 5729 2.09% 0.136%
79 18.234 1524 1529 1539 rVB 3615 5114 1.86% 0.122%
80 18.457 1568 1574 1579 rBV 4045 5351 1.95% 0.127%
81 18.805 1638 1644 1650 rBV 9255 10961 4.00% 0.261%
82 19.063 1688 1696 1713 rBV 154378 207659 75.70% 4.939%
83 19.679 1812 1820 1835 rBV 136647 176914 64.49% 4.208%
84 20.378 1918 1921 1924 rBV 4252 5607 2.04% 0.133%
85 21.026 1979 1982 1993 rBV 33621 42026 15.32% 1.000%
86 21.164 1993 1995 1998 rBV 22473 31398 11.45% 0.747%
87 21.238 1998 2002 2012 rVB2 125040 200780 73.19% 4.775%
88 22.841 2233 2239 2254 rVB 2695 4063 1.48% 0.097%
89 23.423 2401 2409 2415 rBV 3986 6449 2.35% 0.153%
990 23.485 2415 2427 2474 rVB 105122 207440 75.62% 4.934%
91 24.087 2594 2603 2619 rVB 4121 7954 2.90% 0.189%
92 24.857 2818 2828 2849 rVB 3967 9083 3.31% 0.216%
93 25.757 3074 3091 3115 rBV 1250 3722 1.36% 0.089%
94 26.822 3387 3402 3419 rBV2 908 2867 1.05% 0.068%

Sum of corrected areas: 4204486
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Oct 2021 10:32
: CG/JU
: M3829-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16665.D

: 33  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

300000

250000

200000

150000

100000

50000

0
Time-->
Abundance

300000

250000

200000

150000

100000

50000

TIC: BN016665.D\data.ms

10.407

8.272
N

3.814.09277 5.22%.50% /2 ,
REDRTT azm SEERDIT ocamvmngs assn roskeash
T T T ‘ T T T ‘ T T T ‘ L ‘ L ‘ T T T ‘ T T T ‘ T T T ‘ L ‘ L ‘ L ‘ T T T ‘ T T T ‘ T T T ‘ T T T ’ T T T LI
350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 1050 11.00 11.50

TIC: BN016665.D\data.ms

14.269 19.063
19.679
17.018

17.894
[po6o  16.6%% : HBsaB45#8-805 20.378

Time-->
Abundance

300000

250000

200000

150000

100000

50000

V\VANN A
L L L L O L L L L L L B B BB L B B

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BN016665.D\data.ms

21.238
23.485

21,02
1.164

22.841 23423  24.087 24.857 25.757 26.822

Time-->

21.00 21.50 22.00 2250 23.00 23.50 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_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 1 1-Propanol, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.816 0.20 ng 57089 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
2 2-Propanone, 1-hydroxy- 74 C3H602 000116-09-6 4
3 Acetic acid, hydrazide 74 C2H6N20 001068-57-1 4
4 Acetic acid, methyl ester 74 C3H602 000079-20-9 4
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 3
Abundance  Scan 80 (3.816 min): BN016665.D\data.ms (-76) (-) m/z 43.00 100.00%
i \\*J\\Nﬂf\\v/A\xJ\
5000
e A R
4.0 3.40 3.60 3.80 4.00 4.20
ol b 990150 1500 /7 42,00 47.73%
miz-> 20 40 60 80 100 120 140
Abundance #987: 1-Propanol, 2-methyl-
43.0
5000 B L L B
3.40 3.60 3.80 4.00 4.20
27. m/z 74.00 16.02%
‘ ‘ 74.0
O\\\\‘\‘}‘r\‘w“\\“U“\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #945: 2-Propanone, 1-hydroxy-
43.0
Ramas AR
3.40 3.60 3.80 4.00 4.20
5000 m/z 71.00 6.88%
15.0 ‘ ‘ 74"0
or—trr—tr-——t—
miz--> 20 40 60 80 100 120 140
Abundance #890: Acetic acid, hydrazide e A R
32.0 3.40 3.60 3.80 4.00 4.20
m/z 44.00 4.49%
5000
15.0
o gl 580 4O
m/z--> 20 40 60 80 100 120 140 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Oxirane, trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.092 0.17 ng 47738 1,4-Dichlorobenzene-d4 7.642
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, trimethyl- 86 C5H100 005076-19-7 9
2 1,2-Ethanediamine, N-ethyl- 88 C4H12N2 000110-72-5 5
3 beta-Alanine amide 88 C3H8N20 004726-85-6 4

4 Butane 58 C4H1e 000106-97-8 4
5 2-Aminopropanenitrile, N-acetyl- 112 C5H8N20 019861-71-3 4

Abundance Scan 110 (4.092 min): BN016665.D\data.ms (-102) (-) m/z 58.00 100.00%

58.0
42.0
5000
AR
88.0 1120 3.80 4.00 4.20 4.40
Ob e b 220 m/z 43.08 93.03%
m/z--> 20 40 60 80 100 120 140
Abundance #1975: Oxirane, trimethyl-
43.0
5000 UL L B LI L L I LR
3.80 4.00 4.20 4.40
210 m/z 42.00  75.70%
59.0
O\\\‘\‘\“\\‘ 1‘\\“\“‘\r“\\‘8\6.\0\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #2219: 1,2-Ethanediamine, N-ethyl-
58.0
30.0
AR
3.80 4.00 4.20 4.40
5000 m/z 44.00 18.29%
0 ‘1‘4‘10‘“UHN‘!HN_H“E?S:'C‘JWHH‘HH‘HH N‘}\\
miz--> 20 40 60 80 100 120 140
Abundance #2197: beta-Alanine amide AR
43.0 3.80 4.00 4.20 4.40
m/z 88.00 5.04%
5000 59.0 W
m/z--> 20 40 60 80 100 120 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 3 Acetaldehyde Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.277 0.12 ng 33261 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 7
2 (Aminomethyl)cyclopropane 71 C4HSN 002516-47-4 5
3 Ethylene oxide 44 C2H40 000075-21-8 4
4 Azetidine, 1-methyl- 71 CAHSN 004923-79-9 3
5 Methoxyacetonitrile 71 C3H5NO 001738-36-9 3
Abundance Scan 130 (4.277 min): BN016665.D\data.ms (-127) (-) m/z 44.00 100.00%
44.0
R EERaEEEEE R
71.0 4.00 4.20 4.40 4.60
O bl 930 11801520 n/; 43.00  48.46%
miz-> 20 40 60 80 100 120 140
Abundance #80: Acetaldehyde
29.0
5000 UL L B LI L L I LR
4.00 4.20 4.40 4.60
L m/z 42.00 14.69%
12
O\\\J\‘\‘m\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #706: (Aminomethyl)cyclopropane
30.0
R EERaEEEEE R
4.00 4.20 4.40 4.60
5000 m/z 71.00 10.13%
71.0
bz L 108 ]
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #84: Ethylene oxide R ARAAREE
29.0 4.00 4.20 4.40 4.60
m/z 58.00 8.86%
5000 \/LN\—\
12 \M\ -
0 R R R R R I I I S AR T i e
m/z--> 20 40 60 80 100 120 140 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Acetone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.821 0.57 ng 160449 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetone 58 C3H60 000067-64-1 4
2 Butane 58 C4H10 000106-97-8 4
3 Ethene, methoxy- 58 C3H60 000107-25-5 3
4 Diazene, dimethyl- 58 C2H6N2 000503-28-6 3
5 Hydrogen isocyanate 43 CHNO 000075-13-8 2
Abundance Scan 189 (4.821 min): BN016665.D\data.ms (-185) (-) m/z 43.00 100.00%
43.0
5000 kj\v\/\
R AR A
‘ 4.40 4.60 4.80 5.00 5.20
ol L L0 980 1520 nyz sgiee 17.54%
miz-> 20 40 60 80 100 120 140
Abundance #236: Acetone
43.0
5000 B AL NLBLELEN B B
4.40 4.60 4.80 5.00 5.20
m/z 42.00 4.48%
15.0
O\\\“\‘\M\‘\\H““}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
e e R
4.40 4.60 4.80 5.00 5.20
5000 m/z 44.00 2.38%
“ Ub
oLl ol e e e
miz--> 20 40 60 80 100 120 140
Abundance #255: Ethene, methoxy- R A RAARE R
15.0 4.40 4.60 4.80 5.00 5.20
58.0 m/z 99.08  ©.27%
a0
ol A T R R
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20

8270-SIM-BN100121.M Mon Oct 04 18:39:14 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32

Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 5 2-Propenamide Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
5.503 0.19 ng 53118 1,4-Dichlorobenzene-d4 7.642
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide 71 C3H5NO 000079-06-1 3
2 3-Methoxyhex-1-ene 114 C7H140 108811-41-2 2
3 Azetidine, 1-methyl- 71 C4HOSN 004923-79-9 2
4 Azetidine, 2-methyl- 71 CAHSN 019812-49-8 2
5 Aziridine, 2,2-dimethyl- 71 C4HSN 002658-24-4 1
Abundance Scan 263 (5.503 min): BN016665.D\data.ms (-259) (-) m/z 71.00 100.00%
71.0
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’
43.0 5.20 5.40 5.60 5.80
O 980 1120 1520 n.; 4300 12.75%
m/z--> 20 40 60 80 100 120 140
Abundance #676: 2-Propenamide
71.0
270 440
5000 L L R R
5.20 5.40 5.60 5.80
m/z 42.00 3.54%
O ‘\‘H\\“\‘\\M\‘\\‘1\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #8461: 3-Methoxyhex-1-ene
71.0
D
5.20 5.40 5.60 5.80
5000 m/z 58.00 1.87%
41.0
0 1| 960 | 860 1140
e T B B R B IR
m/z--> 20 80 100 120 140
Abundance #700: Azetidine, 1-methyl- R R EEmAREEEE
28.0 5.20 5.40 5.60 5.80
m/z 95.00 0.84%
5000 43.0
71.0
0 ‘\HL\‘J%\\N‘\ Jl\‘\\\ B e A T
m/z--> 20 40 60 80 100 120 140 5.20 5.40 5.60 5.80
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Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 6 1-Butanol, 4-ethoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.752 0.23 ng 63546 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 4-ethoxy- 118 C6H1402 000111-73-9 9
2 1,4-Butanediamine 88 C4H12N2 000110-60-1 7
3 2-Propenamide 71 C3H5NO 000079-06-1 5
4 N-Vinylformamide 71 C3H5NO 013162-05-5 5
5 Ethanediamide 88 C2H4N202 000471-46-5 4
Abundance Scan 290 (5.752 min): BN016665.D\data.ms (-284) (-) m/z 43.00 100.00%
43.0
71.0 %
5000
88.0 o R S NERERE
‘ ‘ 5.40 5.60 5.80 6.00
b 80 3520 yy; sgee 79.12%
m/z--> 20 40 60 80 100 120 140
Abundance #10030: 1-Butanol, 4-ethoxy-
31.0
59.0
5000 L L L L L D LB B
5.40 5.60 5.80 6.00
89.0 m/z 44.00 77.86%
O\\\‘\‘\‘\\“H‘\\M“\\J“\‘\‘M‘\\‘\\l\l\7‘.0\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #2212: 1,4-Butanediamine
30.0
T
5.40 5.60 5.80 6.00
5000 m/z 71.00 74 .41%
59.0
ol Ml g 880
miz--> 20 40 60 80 100 120 140
Abundance #677: 2-Propenamide T
71.0 5.40 5.60 5.80 6.00
44.0 m/z 42.00 56.76%
5000
T \_J\V¥
0— \H‘\ R o o B A R R AR RRREN
m/z--> 20 40 60 80 100 120 140 5.40 5.60 5.80 6.00

8270-SIM-BN100121.M Mon Oct 04 18:39:15 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 7 2-Aminopropanenitrile, N-ac... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.707 0.20 ng 55376 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Aminopropanenitrile, N-acetyl- 112 C5H8N20 019861-71-3 7
2 Methoxyacetonitrile 71 C3H5NO 001738-36-9 4
3 Azetidine, 2-methyl- 71 C4HON 019812-49-8 4
4 Azetidine, 1-methyl- 71 CAHSN 004923-79-9 4
5 Butane 58 C4H1e 000106-97-8 4
Abundance Scan 502 (7.707 min): BN016665.D\data.ms (-499) (-) m/z 43.00 100.00%
43.0
e EAREmmaREEE
58.0 71.0 60,0 112.0 7.40 7.60 7.80 8.00
0 m‘mwHH_Hwm‘_m_‘H,“m‘HH_Hu,nwu(”w m/z 42.00  20.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7099: 2-Aminopropanenitrile, N-acetyl-
43.0
5000 LB L B R I B
7.40 7.60 7.80 8.00
m/z 58.00 14.29%
28.0 71.0
O H\‘]\-ﬁ\'\o‘\\\‘1‘\H\f‘!!‘\\‘\516\.\0‘\\1\"‘\H\‘8\?\.\0‘\\9\8\.’0\\\]-\1‘-‘12\.9‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #679: Methoxyacetonitrile
41.0
e EAREmmaREEE
7.40 7.60 7.80 8.00
m/z 71.00 11.37%
5000 0.0 /
15.0 28,0
\‘ ‘ I 540
Ottt et e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #699: Azetidine, 2-methyl- ARRREEEEER e
28.0 7.40 7.60 7.80 8.00
m/z 44.00 4.94%
42.0
5000 -
710
0 H“‘H“m‘““H““HM“Hm‘HH‘,m“Hu“m,uu‘mwu T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 3-Penten-2-o0l Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.864 0.12 ng 33732 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 4
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 4
3 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 4

4 Butane, 2-iodo-3-methyl- 198 C5H11I 018295-27-7 4
5 2-Propenamide 71 C3HS5NO 000079-06-1 3

Abundance Scan 519 (7.864 min): BN016665.D\data.ms (-515) (-) m/z 71.00 100.00%

71.0
43.0
5000
o RARBNESEEN S S
58.0 930 Lo, 7.60 7.80 8.00 8.20
O b bt e e e m/z 43.00 0 69.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1946: 3-Penten-2-ol
71.0
43.0
5000 L B L B L LA BRI
7.60 7.80 8.00 8.20
m/z 93.00 7.97%
27.0 ‘ 580 86.0
O\\‘H\\’\\\M“‘\\H“\H\‘H\\’\\\\‘\\H‘\\1\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2009: 3-Buten-2-ol, 2-methyl-
71.0
430 L B L B L LA B
7.60 7.80 8.00 8.20
5000 m/z 99.00 7.37%
27.0
580
0 el bl 8RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #35128: Propanoic acid, 2-methyl-, anhydride LA
43.0 71.0 7.60 7.80 8.00 8.20
m/z 58.00 7.11%
0 ‘“1”","‘w"H“‘lm"H",""1MHWHWH,HH‘M“H e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20

8270-SIM-BN100121.M Mon Oct 04 18:39:17 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 4-Methyl-3-heptanol, triflu... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.168 0.11 ng 29415 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-3-heptanol, trifluoroac... 226 C1OH17F302 1000365-51-8 43
2 Trifluoroacetamidine 112 C2H3F3N2 000354-37-0 9
3 Decane, 4-methyl- 156 C11H24 002847-72-5 9
4 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 9
5 Butane 58 C4H1e 000106-97-8 7

Abundance Scan 552 (8.168 min): BN016665.D\data.ms (-549) (-) m/z 43.00 100.00%

43.0 71.0
5000
B Ramma T RARAR
‘ 112.0 7.80 8.00 8.20 8.40
0“‘w“‘wl‘H“‘H“H‘\‘ﬂu‘u“‘u“_“‘_“w‘ m/z 71.00 89.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 71.0
5000 L L B B LI BN B
7.80 8.00 8.20 8.40
m/z 42.00 18.41%
112.0
O\\l\5\-‘0\‘\‘\ \‘i‘} T 1‘1“ \‘\ ‘1 T “} T \H‘ T !‘\ ‘ TTTT [ \175\‘4;.‘()\ TTT ‘ \]\-\9\6‘.9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6980: Trifluoroacetamidine
43.0
T aammaa e RARAR
7.80 8.00 8.20 8.40
5000 m/z 58.00 14.67%
69.0
17‘0 ‘ | ‘ 112.0
0“H‘Nﬂ‘ﬁuﬁ“ﬁ‘ww"W“IW“H“H“‘H“H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl- R EaRRTE
430 710 7.80 8.00 8.20 8.40
m/z 112.00 11.43%
5000
‘ ‘ 112.0
obasol ol dy T wseo S UM
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

8270-SIM-BN100121.M Mon Oct 04 18:39:17 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Silanamine, N-silyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.442 0.12 ng 33122 1,4-Dichlorobenzene-d4 7.642

Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 Silanamine, N-silyl- 77 H7NSi2 005702-11-4 1
2 Mercaptamine 77 C2H7NS 000060-23-1 1
3 1,5-Hexadiene, 3,3,4,4-tetrafluoro- 154 C6H6F4 001763-21-9 1
4 1-Propyne, 3-chloro- 74 C3H3Cl 000624-65-7 1
Abundance Scan 578 (8.442 min): BN016665.D\data.ms (-575) (-) m/z 77.00 100.00%
71.0
5000 L
\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80
o 20 . | 1010 1270 m/z 65.00  2.40%
m/z--> 20 40 60 80 100 120 140
Abundance #1134: Silanamine, N-silyl-
30.0
76.0
5000 L L B B B B
8.20 8.40 8.60 8.80
m/z 101.00  0.17%
46.0 ‘
om“"J‘J““‘ﬁ”_‘“JWHWH_m_m
m/z--> 20 40 60 80 100 120 140
Abundance #1131: Mercaptamine
30.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80
5000 m/z 115.00 0.15%
| | 59.0 77.0
O\\\‘\\\\“\\\\“i\\\i“\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #31635: 1,5-Hexadiene, 3,3,4,4-tetrafluoro- e A EAEmaREEE
71.0 8.20 8.40 8.60 8.80
m/z 127.00 0.13%
5000
51.0
0 27.0 ‘ | 950 115.0 134.0 153.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80

8270-SIM-BN100121.M Mon Oct 04 18:39:18 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 S-Triazolo[5,1-a]pyrimidin-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.053 0.14 ng 67101 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Triazolo[5,1-a]pyrimidin-7(1H)... 136 C5H4N40 004866-61-9 9
2 Pyrrolidine, 1-(1-cyclopenten-1-... 137 C9H15N 007148-07-4 9

3 6H-Purin-6-one, 1,7-dihydro- 136 C5H4N40 000068-94-0 7
4 Benzenemethanamine, 4-methoxy- 137 C8H11NO 002393-23-9 5

5 2-Cyclopenten-1-one 82 C5H60 000930-30-3 4

Abundance Scan 784 (11.053 min): BN016665.D\data.ms (-780) (-) m/z 136.00 100.00%
82.0 136.0

>
F

5000
54.0
—— =
99.0 11.00
Olprrrpermrprerrrerebrprb b b g 0280 m/z 82.00 95.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18406: S-Triazolo[5,1-a]pyrimidin-7(1H)-one
136.0
5000 53.0 = \
11.00
108.0 m/z 137.00  55.09%
27.0 81.0
O ‘\\H‘\\\‘\“\\\Nlu\H‘\\‘H‘\\\‘}“\\\\H\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #19352: Pyrrolidine, 1-(1-cyclopenten-1-yl)-
136.0
= 1 1
11.00
5000 m/z 54.00 35.38%
41.0 670
. 108.0
0 "‘Hf?‘}_ﬂ‘:uH‘w‘lhw;‘:l"ﬁ:"(‘)Wwmluwi!mw:_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18402: 6H-Purin-6-one, 1,7-dihydro- = ‘
136.0 11.00
m/z 70.00 10.05%
5000 28.0
54.0
| 810 1080
0 ‘mwH““w‘“uwm‘mwq‘:wm“"‘1“””‘””‘”““”” ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Vanillin Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.178 0.09 ng 61574  Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 59
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 45
3 Benzaldehyde, 2,6-dihydroxy-4-me... 152 C8H803 000526-37-4 45
4 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 9
5 1H-Indene, 4,7-difluoro- 152 C9H6F2 130408-18-3 9
Abundance Scan 1097 (13.178 min): BN016665.D\data.ms (-1094) (- m/z 151.00 100.00%
151.0
"—Y_Y_Y_Y_‘—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY*
5]]0 105.0 12.8013.0013.2013.40
Ol prrre et e 2020200 m/z 152,08 73.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29937: Vanillin
15p.0
81.0 12.8013.0013.2013.40
109.0 m/z 141.00 55.71%
O\\\\‘\‘\‘\\““‘\\‘H“\“‘\“\\\H“\\\H\‘\\“\\‘\\\\‘\\ ‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30052: Benzaldehyde, 3hymnxy4 methoxy-
52.0
REEREEEEEEE S S
12.8013.0013.2013.40
5000 m/z 51.00 15.27%
81.0
109.0
27.0 52.0 ‘ ‘
N R O SRR L IO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30060: Benzaldehyde, 2,6-dihydroxy-4-methyl- B
151.0 12.8013.0013.2013.40
m/z 153.00 7.30%
5000
106.0
530 /7.0 ‘
o"H‘HX‘_‘WWNWHM‘HN‘H“_‘JW“M“H“H“_“ 4AT4\‘““W“H‘H“_
m/z--> 20 40 60 80 100 120 140 160 180 200 12.8013.0013.2013.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 S-Benzoyl(thiohydroxylamine) Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.419 0.08 ng 53996 Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Benzoyl(thiohydroxylamine) 153 C7H7NOS 025740-80-1 5
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 4
3 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 3
4 2,2-Bis[4-(benzoyloxy)phenyl]pro... 436 C29H2404 002297-14-5 2

6 2

5 Oxazol-5(4H)-one, 4-[5-(2,5-dich... 383 C20H11C12NO3 329795-32-

Abundance Scan 1116 (13.419 min): BN016665.D\data.ms (-1112) (-  m/z 105.00 100.00%

105.0
5000
51'0 TT T T [ T[T T T T[Tt
152.0 13.2013.4013.6013.80
Ol e oo m/z 51.08 17.64%
miz--> 0 50 100 150 200 250 300
Abundance #30688: S-Benzoyl(thiohydroxylamine)
105.0
5000 L L B B L B
13.2013.4013.6013.80
51.0 m/z 152.00  1.63%
0 L . 153.0
‘ L ‘ T ‘ UL ‘ L ‘ T T T T ‘ L ‘ T T T
miz--> 0 50 100 150 200 250 300
Abundance #32008: Acetophenone, 2-chloro-
105.0
P T
13.2013.4013.6013.80
5000 m/z 154.00 1.25%
51.0
0 N 154.0
i e o S B e e T e
miz--> 0 50 100 150 200 250 300
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)- R AR
41.0 13.2013.4013.6013.80
m/z 153.00 0.94%
81.0
5000
020 G I N | Doy
m/z--> 0 50 100 150 200 250 300 13.2013.4013.6013.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 14 S-Benzoyl(thiohydroxylamine) Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.711 0.12 ng 83418 Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Benzoyl(thiohydroxylamine) 153 C7H7NOS 025740-80-1 5
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 4
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 3
4 2-Amino-1-(o-methoxyphenyl)propane 165 C10H15NO 015402-84-3 2
5 1-(4-Nitrophenyl)-2-phenylethane... 255 C14H9NO4 022711-24-6 2

Abundance Scan 1139 (13.711 min): BN016665.D\data.ms (-1135) (-  m/z 105.00 100.00%
1

05.0
5000
51.0 P T
165.0 13.4013.601.3.8014.00
0 e 29403300 sz 51,00 16.77%
miz--> 50 100 150 200 250 300
Abundance #30688: S-Benzoyl(thiohydroxylamine)
105.0
5000 L L L B B |
13.4013.6013.8004.00
51.0 m/z 165.00  6.72%
ol60 | | ], 1530
LI ‘ T T ‘ 1T T ‘ L ’ L ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #32008: Acetophenone, 2-chloro-
105.0
T e
13.4013.6013.8004.00
5000 m/z 154.00 0.89%
51.0
ob 1l ] 1540
o T T s et
miz-> 50 100 150 200 250 300
Abundance #40884: N-Methoxy-N-methylbenzamide B REARama T S
105.0 13.4013.6013.8014.00
m/z 162.00 0.75%
5000
28‘-0 | 165.0
. T
m/z--> 50 100 150 200 250 300 13.4013.6013.8014.00

8270-SIM-BN100121.M Mon Oct 04 18:39:21 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 3-Acetyl-2,6-dimethyl-2,5-h... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.837 0.27 ng 187928  Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Acetyl-2,6-dimethyl-2,5-heptad... 166 C11H180 1000432-11-5 7
2 Ethanone, 1-(2,6,6-trimethyl-1-c... 166 C11H180 001197-92-8 5

3 5-Allyl-2-amino-4-hydroxy-6-meth... 165 C8H11N30 006957-86-4 5

4 7-Methyl-6-oxo0-1,2,3,4-tetrahydr... 165 C8H11N30 026955-14-6 4

5 N,N-Dimethyl-2H-1,3-benzodioxol-... 165 C9H11NO2 1000388-48-7 4

Abundance Scan 1149 (13.837 min): BN016665.D\data.ms (-1146) (-  m/z 165.00 100.00%

165.0
5000

1o 13.6013.8014.0014.20
ob—>x5.890 1 2060 8300 u/7 151,00  39.90%

miz--> 50 100 150 200 250 300
Abundance #41425: 3-Acetyl-2,6-dimethyl-2,5-heptadiene
43.0 151.0
81'0 ‘Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_F

5000
13.6013.8014.0014.20
m/z 166.00 22.99%

0 \h\ ‘\‘ ’“L \‘ \“\ ST ‘\ LN B
miz--> 50 100 150 200 250 300
Abundance #41456: Ethanone, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
43.0 123.0
Wﬁm

81.0 13.6013.8014.0014.20
5000 m/z 152.00 3.21%

66.0
ol 1“@“““‘ Hl” ‘m‘,““l““u“ ‘ “‘ —— 1
miz--> 50 100 150 200 250 300

Abundance #40712: 5-Allyl-2-amino-4-hydroxy-6-methylpyrimidine R ARREEEN T

43.0 165.0 13.6013.8014.0014.20
m/z 167.00 2.52%

5000 96.0 A

0! ‘%‘0‘“‘H“HH‘HH‘HH %ﬁ%wm‘m

m/z--> 50 100 150 200 250 300 13.6013.8014.0014.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Bicyclo[2.2.2]oct-2-ene-1-c... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.106 0.22 ng 152159  Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.2]oct-2-ene-1-carbox... 151 C9H13NO 1000211-27-6 4
2 2,7-Dimethyloctadiyne-3,5-diol-2,7 166 C10H1402 005929-72-6 4

3 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 3

4 Ethanone, 2-(formyloxy)-1-phenyl- 164 C9H803 055153-12-3 3

5 5-Nitro-m-xylene 151 C8HO9NO2 000099-12-7 3

Abundance Scan 1249 (15.106 min): BN016665.D\data.ms (-1246) (-  m/z 105.00 100.00%

105.0
5000
51.0
‘ 15‘1'0 14.8015.0015.2015.40
Ol e oo m/z 51.08 23.46%
miz--> 0 50 100 150 200 250 300
Abundance #29012: Bicyclo[2.2.2]oct-2-ene-1-carboxamide
105.0
5000 TT T T rrrrprrorr)
51.0 14.8015.0015.2015.40
151.0 .
‘ m/z 151.00 15.13%
O ‘ T \“‘\ “\‘ lh‘\‘”\‘w‘\“ ‘“\ \‘\ T “ L ‘ L ‘ L ‘ L
miz--> 0 50 100 150 200 250 300
Abundance #41179: 2,7-Dimethyloctadiyne-3,5-diol-2,7
43.0
e RS EE R R a
14.8015.0015.2015.40
5000 ITI/Z 63.00 5.57%
105.0 151.0
ol b d b L L
miz--> 0 50 100 150 200 250 300
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)- R AAERRRS
41.0 14.8015.0015.2015.40
m/z 164.00 3.48%
81.0
5000
029 Moo L
m/z--> 0 50 100 150 200 250 300 14.8015.0015.2015.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32

Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 17 Benzoic acid, 2-methoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.639  0.23ng 160126 Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-methoxy- 152 caHsos 000579-75-9 9

2 N-Methoxy-N-methylbenzamide
3 Acetophenone, 2-chloro-

4 3-(4-Methoxy-1,2,5-oxadiazol-3-y... 182

5 Benzeneethanamine, 4-methoxy-

151

CO9H11NO2
C8H7C10
C6H6N403
C9H13NO

Abundance Scan 1291 (15.639 min): BN016665.D\data.ms (-1288) (-
1

006919-61-5 5
000532-27-4 5
1000459-91-2 3
000055-81-2 3

m/z 105.00 100.00%

05.0
5000 182.0
51.0 —— ——
15.50 16.00
b s 8800 nyz 182,00 43.28%
miz--> 50 100 150 200 250 300
Abundance #29981: Benzoic acid, 2-methoxy-
105.0 152.0
5000 155  16.00
39.0 : R
m/z 51.00  22.32%
0! \}““‘“\L‘H\h‘\“\\\\’\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
T T
15.50 16.00
5000 ITI/Z 153.00 4.,95%
51.0
XV . 165.0
L B T LA A A B o B e
miz--> 50 100 150 200 250 300
Abundance #32009: Acetophenone, 2-chloro- — —T
105.0 15.50 16.00
m/z 152.00 4.38%
5000
51.0
P T
Ol T —r ——
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 E-2-Hexenyl benzoate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.855 0.08 ng 39186 Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-2-Hexenyl benzoate 204 C13H1602 076841-70-8 5

2 Ethanone, 2-bromo-1-phenyl- 198 C8H7BroO 000070-11-1 4

3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 4
4 1-Chloro-4-methoxy-2-phenylbutane 198 C11H15Cl10 1010216-63-6 3

5 2-Benzoylamino-2-methyl-propioni... 403 C19H18BrNO4 1000295-31-8 2

Abundance Scan 1308 (15.855 min): BN016665.D\data.ms (-1306) (-  m/z 105.00 100.00%

105.0
5000
— ——
51.0 198.0 15.50 16.00
O 14101620 1980 o oy g 12, 60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79859: E-2-Hexenyl benzoate
105.0
5000 = A
15.50 16.00
77.0 m/z 198.00 1.92%
55.0
ol2900 | | ‘ 151.0 175.0 204.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74379: Ethanone, 2-bromo-1-phenyl-
105.0
— ——
15.50 16.00
5000 ITI/Z 63.00 1.69%
77.0
51.0
et “ Ll ‘ ‘ 198.0
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73796: Benzoic acid, phenyl ester — ——
105.0 15.50 16.00
m/z 204.00 0.99%
5000 77.0
51.0
ol2zzol Lol a0 1980
R B A e e e A A RARERAS — —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Durohydroquinone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
17.894 0.11 ng 52998 Phenanthrene-d10 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Durohydroquinone 166 C10H1402 000527-18-4 9

2 1,2,3,4-Tetrahydrophosphinoline ... 166 C9H110P 052221-85-9 9

3 4H-Pyran-4-one, 3-acetyl-2,6-dim... 166 C9H1003 007521-38-2 9
4 Phenol, 3-methoxy-2,4,5-trimethyl- 166 C10H1402 034883-04-0 9

5 Benzaldehyde, 2,5-dimethoxy- 166 C9H1003 000093-02-7 9

Abundance Scan 1475 (17.894 min): BN016665.D\data.ms (-1472) (-  m/z 166.00 100.00%

166.0
5000
— =
80.0 17.50 18.00
ol A 2150 2640 3320 4/ 151,00 60.15%
miz--> 50 100 150 200 250 300
Abundance #41074: Durohydroquinone
166.0
5000 — —_
17.50 18.00
m/z 167.00 14.57%
43.0
[ ‘\“ ‘m\“\h\‘.\“‘“\ \h“\“\ “‘ \‘\ LB Lt e B
miz--> 50 100 150 200 250 300
Abundance #42323: 1,2,3,4-Tetrahydrophosphinoline 1-oxide
166.0
— —
17.50 18.00
5000 91.0 m/z 165.00 2.82%
51.0
o‘HH“H“M““J‘HH“_m_m_m_m
miz--> 50 100 150 200 250 300
Abundance #42226: 4H-Pyran-4-one, 3-acetyl-2,6-dimethyl- — T
67.0 166.0 17.50 18.00
m/z 80.00 2.62%
5000 109.0
0 L
Y - i
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Pyridine, 2-methyl-3-(2-pro... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

21.026 0.08 ng 42026 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2-methyl-3-(2-propenyl... 149 C9H11NO 069022-75-9 2

2 2-Ethylformanilide 149 CSH11NO 002860-30-2 2

3 Furo[2,3-c]pyridine, 2,3-dihydro... 149 C9H11NO 069022-82-8 2
4 6,7-Dimethyl-triazolo(4,3-b)(1,2... 149 C6H7N5 061139-73-9 2

5 Carbamodithioic acid, dimethyl-,... 149 C5H11NS2 000617-38-9 2

Abundance Scan 1982 (21.026 min): BN016665.D\data.ms (-1979) (-  m/z 149.00 100.00%

149.0
5000
1 \
122.0 2100
Ol e | 21202400 2790 /7 122.00 1.35%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #27396: Pyridine, 2-methyl-3-(2-propenyloxy)-
41.0 80.0
149.0
5000 e :
21.00
120.0 m/z 91.00 0.47%
O\\‘!\\\‘\“\\\‘\\\‘\‘\H‘\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ M/\/\/\JL/\/K\,V\/\/\
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #27318: 2-Ethylformanilide
149.0
T \
120.0 21.00
5000 ITI/Z 120.00 0.39%
91.0 ‘
:
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #27404: Furo[2,3-c]pyridine, 2,3-dihydro-2,7-dimethyl- —
149.0 21.00
m/z 212.00 0.10%
120.0
5000
79.0
52.0‘ ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16665.D

Acqg On : 02 Oct 2021 10:32
Operator : CG/JU

Sample : M3829-16

Misc :

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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|
1-Propanol, 2-m... 3.816 0.2 ng 57089 1 7.642 111995 0.4
Oxirane, trimet... 4.092 0.2 ng 47738 1 7.642 111995 0.4
Acetaldehyde 4.277 0.1 ng 33261 1 7.642 111995 0.4
Acetone 4.821 0.6 ng 160449 1 7.642 111995 0.4
2-Propenamide 5.503 0.2 ng 53118 1 7.642 111995 0.4
1-Butanol, 4-et... 5.752 0.2 ng 63546 1 7.642 111995 0.4
2-Aminopropanen... 7.707 0.2 ng 55376 1 7.642 111995 0.4
3-Penten-2-o0l 7.864 0.1 ng 33732 1 7.642 111995 0.4
4-Methyl-3-hept... 8.168 0.1 ng 29415 1 7.642 111995 0.4
Silanamine, N-s... 8.442 0.1 ng 33122 1 7.642 111995 0.4
S-Triazolo[5,1-... 11.053 0.1 ng 67101 2 10.407 192901 0.4
Vanillin 13.178 0.1 ng 61574 3 14.269 274316 0.4
S-Benzoyl(thioh... 13.419 0.1 ng 53996 3 14.269 274316 0.4
S-Benzoyl(thioh... 13.711 0.1 ng 83418 3 14.269 274316 0.4
3-Acetyl-2,6-di... 13.837 0.3 ng 187928 3 14.269 274316 0.4
Bicyclo[2.2.2]o... 15.106 0.2 ng 152159 3 14.269 274316 0.4
Benzoic acid, 2... 15.639 0.2 ng 160126 3 14.269 274316 0.4
E-2-Hexenyl ben... 15.855 0.1 ng 39186 4 17.018 196270 0.4
Durohydroquinone 17.894 0.1 ng 52998 4 17.018 196270 0.4
Pyridine, 2-met... 21.026 0.1 ng 42026 5 21.238 200780 0.4
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