LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acqg On : 15 Jul 2021 23:07 Instrument :
Operator : JU/CG BNA_F

Sample : M3032-01 ClientSampleld :
Misc : NB-07-071421

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124586.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.216 19 22 26 rBB 4414 4740  3.48% 0.535%
2 5.145 518 520 523 rBB 1571 1536 1.13% 0.173%
3 5.534 582 586 589 rBB 110730 99647 73.19% 11.252%
4 6.539 752 757 759 rBB 105213 102382 75.19% 11.561%
5 6.922 819 822 825 rBB 35421 25977 19.08%  2.933%
6 7.486 913 918 920 rBB 70166 67068 49.26% 7.573%
7 8.104 1020 1023 1025 rBB 22719 17317 12.72%  1.955%
8 8.204 1037 1040 1043 rBV 44482 35652 26.18% 4.026%
9 9.280 1219 1223 1226 rBB 154098 136156 100.00% 15.375%
106 9.963 1336 1339 1342 rBB 50064 37028 27.20% 4.181%
11 10.751 1470 1473 1476 rBB 79149 59806 43.92% 6.753%
12 11.451 1589 1592 1594 rBV 40677 29720 21.83% 3.356%
13 11.474 1594 1596 1598 rVB 8234 5495 4.04% 0.620%
14 11.839 1656 1658 1660 rBB 5243 3143 2.31% 0.355%
15 11.968 1676 1680 1684 rBB2 5319 5091 3.74% ©.575%
16 12.063 1694 1696 1699 rBV 2444 1906 1.40% 0.215%
17 12.527 1773 1775 1777 rBV 11104 7826 5.75% 0.884%
18 12.551 1777 1779 1781 rVB 10874 7029 5.16% ©0.794%
19 12.662 1795 1798 1801 rBB 15807 11508 8.45% 1.299%
20 12.751 1812 1813 1816 rBB 2320 1988 1.46% 0.224%
21 12.892 1832 1837 1841 rBB 14264 12498 9.18% 1.411%
22 13.039 1858 1862 1865 rVB 135188 105504 77.49% 11.913%
23 13.933 2011 2014 2020 rBB 6407 8244 6.05% 0.931%
24 14.092 2035 2041 2043 rBV2 31469 30302 22.26%  3.422%
25 14.115 2043 2045 2048 rVB 6496 5164 3.79% ©.583%
26 14.562 2118 2121 2125 rBV2 2088 3442 2.53% 0.389%
27 15.145 2216 2220 2223 rBV 7520 9815 7.21% 1.108%
28 15.227 2231 2234 2237 rBV2 2598 2690 1.98% 0.304%
29 15.256 2237 2239 2243 rVB2 1603 1553 1.14% 0.175%
30 15.456 2270 2273 2276 rBB 4368 4300 3.16% 0.486%
31 15.521 2280 2284 2287 rBB 5800 6148 4.52% 0.694%
32 15.592 2291 2296 2299 rBV 20875 24216 17.79% 2.734%
33 15.621 2299 2301 2304 rVB 1920 1685 1.24% 0.190%
34 16.074 2375 2378 2381 rBB2 2467 2932  2.15% ©.331%
35 16.127 2382 2387 2392 rBB 1694 2373  1.74% 0.268%
36 17.092 2547 2551 2555 rBB 1268 2046 1.50% 0.231%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acqg On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF070721.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.545 2625 2628 2633 rBB 1195 1661 1.22% 0.188%
Sum of corrected areas: 885588
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124586.D\data.ms
140000

120000 5534
' 6.539

100000

80000

7.486

60000

40000 6.922

20000
2216 5.145

O\\‘/\\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF124586.D\data.ms
9.280

140000 13.039

120000
100000
80000 10.751

60000
9.963

8.204 11.451

40000

20000 IIZ 642.892)
0 s ) ey

T — — — o —t — ‘ i -
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF124586.D\data.ms

140000
120000
100000
80000
60000

40000 14.092

15.592

15,14,
13.933115 14562 Wﬁ%@;m 166727 17.545

o ht 17.092
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--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

20000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07

Operator Ju/caG

Sample : M3032-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown2.216 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.216 3.65 ng 4740 1,4-Dichlorobenzene-d4 6.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutylamine 73 C4H11N 000078-81-9 4
2 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 3
3 1-Pentanamine 87 C5H13N 000110-58-7 3
4 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 3
5 S-(-)-2-Methylbutylamine 87 C5H13N 020626-52-2 3
Abundance  Scan 22 (2.216 min): BF124586.D\data.ms (-19) (-) m/z 73.10 100.00%
73.1
43.1
5000
55.0
87'0 T ‘ L ‘ T T T T ‘ T
‘ 220 240 260
Ol e e e m/z 43,10 66.14%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #752: Isobutylamine
30.0
5000 L L L L B
220 240 260
m/z 55.00 35.82%
73.0
o aso | w0 o T
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1912: 1-Butanamine, 2-methyl-
30.0
—
220 240 260
5000 m/z 87.00 23.75%
oL 150 | 410 550 700 870
R e a E A e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1906: 1-Pentanamine T
30.0 220 240 260
m/z 41.10 22.01%
5000
o L 40 560 69.0 700870
R L R R
m/z--> 10 20 30 40 50 60 70O 80 90 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.104 9.71 ng 17317 Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 38
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 36
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 25
5 Ethanol, 2-(2-butoxyethoxy)-, ac... 204 C10H2004 000124-17-4 10

Abundance Scan 1023 (8.104 min): BF124586.D\data.ms (-1020) (-) m/z 45.00 100.00%

5000
R RamEE s e
| | 1010 7.80 8.00 8.20 8.40
O T w/z 57.18 84.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L R LR I |
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10 46.26%
‘ 1000 1350
O\\‘\“\“\‘\\“H‘\\ H\\“\‘\‘\“\‘\\}‘\\\\‘\\w'\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160
Abundance #91746.Sumﬂ0usadd,BobuwI24neﬂwL44nemoxybmy
45.0 69.0
 RRamaE s
101.0 7.80 8.00 8.20 8.40
5000 m/z 43.00 14.56%
O+t et e
miz--> 20 40 60 80 100 120 140 160
Abundance #8872: Ethylene glycol monoisobutyl ether O RRamaEa
57.0 7.80 8.00 8.20 8.40
m/z 75.00 14.24%
5000
29.0 75.0
0 by e — S| E—
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownll.839 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.839 2.12 ng 3143  Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 9
2 Aminoguanidine 74 CH6N4 000079-17-4 5
3 4-Piperidinone ethyl ketal 143 C7H13NO2 000177-11-7 5
4 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 4
5 Acetaldehyde, O-ethyloxime- 87 C4H9NO 1000288-34-6 4
Abundance Scan 1658 (11.839 min): BF124586.D\data.ms (-1656) (1  m/z 74.00 100.00%
74.0
43.0
5000
143.0 — —
‘ 11.50 12.00
r—-++r—— m/z 87.00 62.66%
miz-> 50 100 150 200 250
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 43.0 T T
11.50 12.00
m/z 43.00 54.27%
143.0
O \‘ \Lw wM‘ \‘\‘ \‘H‘ ’\]Tl\]_o\ ‘ \]-9\9.0 24\10 285'(
T 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 #861: Aminoguanidine
74.0 A n
——
43.0 11.50 12.00
5000 m/z 41.00 48.04%
0
m/z--> 50 100 150 200 250
Abundance #20239: 4-Piperidinone ethyl ketal — ——
87.0 11.50 12.00
42.0 m/z 55.10 34.34%
5000
143.0
‘ \‘h‘ h‘H H‘\ m‘ \h\\‘\ ‘\ L L \“
O T — Al
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownll.968 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.968 3.43 ng 5091 Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoamyl nitrite 117 C5H11NO2 000110-46-3 9
2 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 9
3 N-(3-Methylbutyl)acetamide 129 C7H15NO 013434-12-3 5
4 Acetic acid 60 C2H402 000064-19-7 4
5 Neopentyl isothiocyanate 129 C6H11INS 000597-97-7 4
Abundance Scan 1680 (11.968 min): BF124586.D\data.ms (-1676) (1 m/z 41.00 100.00%
41,0
57.0 73.0
5000
129.1
——
12.00
-ttt m/z 43.00 94.04%
miz--> 20 40 60 80 100 120 140
Abundance #8485: Isoamyl nitrite
41.0 57.0
5000 h T T T T n T
12.00
m/z 57.00 77.01%
0 \1\5‘\'(:‘) ‘\ \‘} H\ \““ T \M} T ‘8?‘\0\:\[0‘2\0\\ L L
miz--> 20 40 60 80 100 120 140
Abundance #20720: 2-Butenoic acid, 2-methoxy-3-methyl-, methyl es A ﬂ
43.0
A —
12.00
5000 85.0 129.0 m/z 60.00 76.70%
2700 2.0
A
o) S S {1 1 N
miz--> 20 40 60 80 100 120 140
Abundance #12959: N-(3-Methylbutyl)acetamide ——
30.0 12.00
m/z 73.00 71.68%
5000
73.0
M A il T L 1
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Dodecyne Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.527 5.27 ng 7826  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecyne 166 C12H22 000765-03-7 50
2 1-Undecyne 152 C11H20 002243-98-3 47
3 3-Heptyne 96 C7H12 002586-89-2 43
4 Cycloheptanol, trifluoroacetate 210 C9H13F302 1000376-25-8 43
5 1-Ethynylcyclopentanol 110 C7H100 017356-19-3 42

Abundance Scan 1775 (12.527 min): BF124586.D\data.ms (-1773) (-1 m/z 67.00 100.00%
41, 1

0
95.1
5000
N
‘ ‘ ‘ 12.50
0 b e e e e e e e e m/z 55.00 93.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35132: 1-Dodecyne
43.0 81.0
5000 - ‘ﬂ‘ ‘
12.50
m/z 81.00 92.21%
109.0
0L15.0 3 M“ | 137.0  165.0
\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #25392: 1-Undecyne
41.0
81.0 —ll :
12.50
5000 ITI/Z 41.00 91.98%
109.0
0! Sl A A8T0
m/z--> 20 40 60 80 100 120 140 160 n ﬂ
Abundance #2835: 3-Heptyne  HR AR
41.0 81.0 12.50
m/z 95.10 64.12%
5000
63
0- A I e B —
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl12.551 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.551 4.73 ng 7029  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, (Z)- 84 C6H12 007642-09-3 10
2 1-Butene, 2-ethyl-3-methyl- 98 C7H14 007357-93-9 10
3 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 10
4 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 10
5 3-Hexene, (E)- 84 C6H12 013269-52-8 10
Abundance Scan 1779 (12.551 min): BF124586.D\data.ms (-1777) (- m/z 55.05 100.00%
=
410
69.1
832 97.0
5000 ' ﬂ
— 5
12.50
0 H“H"_"w“H‘H“_“w“m‘u“w“w“u,‘u‘ m/z 41.00 80.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1464: 3-Hexene, (2)-
55.0
41.0 J\
5000 84.0 — \n\ \ ‘
27.0 69.0 12.50
m/z 69.10 68.25%
15.0 ‘ ‘
O\\\‘\\‘\\‘\\‘\}‘\\\‘ll\‘\\\“\!\\‘\\‘\‘\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3389: 1-Butene, 2-ethyl-3-methyl-
41.0 550 69.0
T
12.50
5000 27.0 83.0 m/z 97.00 59.98%
98.0
15.0 ‘
oHwH“wH:!“H‘:}!m;“‘mH“:lw,m,w‘,w
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3378: 3-Hexene, 2-methyl-, (E)- i
41.0 55.0 69.0 12.50
m/z 83.20 51.21%
5000
28.0 98.0
15.0 ‘ 83.0
I e v S N 1
m/z--> 10 20 30 40 50 60 70 80 90 100 12.50
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Data Path :

Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS Vvial : 19 Sample Multiplier:

Quant Method

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octacosanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.933  s.aang 8244 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octacosanol ate cosHsso 000557-61-9 59

2 1-Eicosanol 298 C20H420 000629-96-9 59
3 17-Pentatriacontene 491 C35H70 006971-40-0 59
4 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 53
5 11-Tricosene 322 C23H46 052078-56-5 53

Abundance Scan 2014 (13.933 min): BF124586.D\data.ms (-2011) (- m/z 43.00 100.00%

43.0
230.0
0 1
—— L
14.00
or—t--r—r—r—t m/z 55.00 85.70%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57.0
5000 111.0 T ‘A T n i
14.00
m/z 56.90 85.51%
o4 m ‘J 1167.0222.0 2920  392.0
‘\\\‘\\\\[\!\\\\T\‘\\\\‘\\\\1!\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #143256: 1-Eicosanol
L
70 14.00
5000 ' m/z 41.00 74 .95%
0 ” IL i 1‘ " ‘\ \J\ ‘\}11\5‘3'0 252.0
R e B RREEA RS

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

Abundance #234187: 17-Pentatriacontene e
43.0 14.00
m/z 83.00 60.08%
5000
7.0
0 ‘ { ” } 1153.0 210.0 267.0321.0 490.(
R ‘mwm,mw AR E e e e e Pl
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl4.562 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.562 2.27 ng 3442  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 3
2 Ethyl isocyanide 55 C3H5N 000624-79-3 1
3 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
4 Azetidine 57 C3H7N 000503-29-7 1
5 Oxalic acid, butyl propyl ester 188 C9H1604 1000309-25-6 1
Abundance Scan 2121 (14.562 min): BF124586.D\data.ms (-2118) (- m/z 43.10 100.00%
3.1
57.0
5000 68.9
14.50
O T PP T e e e e e m/z 57.00 66.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #193: Acetonitrile, hydroxy-
28.0
5000 56.0
40.0 14.50
' m/z 54.90 56.33%
O \\‘\\H‘\l\ﬁ-‘\o\\\‘\\\\‘l!
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #159: Ethyl isocyanide
29.0
55.0
14.50
5000 m/z 41.00 46.08%
40.0
180 | I
O trrprrrrprrrrfrrrrprrerr e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #189: Methane, isocyanato- Tk ‘
1 14.50
m/z 68.90 45.18%
5000 28.0
ol 150 | 380 Al
PRI e e e —h
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl5.227 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.227 2.22 ng 2690 Perylene-d12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 5
3 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
4 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
5 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 4
Abundance Scan 2234 (15.227 min): BF124586.D\data.ms (-2231) (- m/z 43.00 100.00%
43.0 57.1
711 85.0
5000
15.00 15.50
O B R B o L A m/z 57.10 93.05%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1829: Butane, 2,2-dimethyl-
43.0 57.0
71.0
5000 I ——
29.0 15.00 15.50
m/z 71.10 58.97%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #616: Azetidine, 1-methyl-
28.0
— —
42.0 15.00 15.50
5000 m/z 55.00 58.32%
56.0 71.0
0 H‘“"w“w‘m"JJWM“‘mu““ﬂl“‘_“‘,‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1592: 1H-Tetrazol-5-amine H
28.0 15.00 15.50
m/z 85.00 55.41%
57.0
5000
85.0
42.0
o330l ese o]
m/z--> 10 20 30 40 50 60 70 80 90 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzo[j]fluoranthene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.456 3.55 ng 4300  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 64
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 64
3 Perylene 252 C20H12 000198-55-0 64
4 Benzo[e]pyrene 252 C20H12 000192-97-2 64
5 Benzo[a]pyrene 252 C20H12 000050-32-8 9

Abundance Scan 2273 (15.456 min): BF124586.D\data.ms (-2270) (1  m/z 252.00 100.00%
0

252
5000
125.0 I\ AL /\
H 15.50
O b e e e e e M/Z 250.00 29.87%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #104223: Benzo[jlfluoranthene
252.0
5000 T
15.50
126.0 m/z 253.10 29.04%
0h.200 630 990 \H 174.0 2240 Mﬁ
\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #104229: Benz[e]acephenanthrylene
252.0
bl
15.50
5000 ITI/Z 125.00 21.37%
126.0
0 63.0 99.0) \H\ 174.0 22\4'0 uH
P e e e e S e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #104214: Perylene o
252.0 15.50
m/z 125.90 20.36%
5000
125.0
oll7.0 500 830 \H 174.0 2240
T e e e e R
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acq On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl6.074 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.074 2.42 ng 2932  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 4
2 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 3
3 (Aminomethyl)cyclopropane 71 C4HSN 002516-47-4 3
4 Isobutyryl bromide 150 C4H7Bro 002736-37-0 2
5 Propanoic acid, 2-methyl-, 2-pro... 128 C7H1202 015727-77-2 2
Abundance Scan 2378 (16.074 min): BF124586.D\data.ms (-2375) (- m/z 57.00 100.00%
57.0
5000 ﬂ ﬂ A A
— L :
16.00
-t m/z 43.10 91.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester
57.0
5000 AA 1 ﬂ \
20.0 16.00
m/z 41.00 42.88%
o L | H‘ | 870 1150 161.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #193: Acetonitrile, hydroxy-
28.0
R \
16.00
5000 56.0 m/z 71.00 42.88%
miz--> 20 40 60 80 100 120 140 160
Abundance #622: (Aminomethyl)cyclopropane Tt ‘
30.0 16.00
m/z 55.00 41.71%
5000
71.0
50.
120 ] |
0’ e S
m/z--> 20 40 60 80 100 120 140 160 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124586.D

Acqg On : 15 Jul 2021 23:07
Operator : JU/CG

Sample : M3032-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.216 2.216 3.6 ng 4740 1 6.922 25977 20.0
Ethanol, 2-(2-b... 8.104 9.7 ng 17317 2 8.204 35652 20.0
unknown11.839 11.839 2.1 ng 3143 4 11.451 29720 20.0
unknown11.968 11.968 3.4 ng 5091 4 11.451 29720 20.0
1-Dodecyne 12.527 5.3 ng 7826 4 11.451 29720 20.0
unknownl12.551 12.551 4.7 ng 7029 4 11.451 29720 20.0
Octacosanol 13.933 5.4 ng 8244 5 14.092 30302 20.0
unknownl14.562 14.562 2.3 ng 3442 5 14.092 30302 20.0
unknown15.227 15.227 2.2 ng 2690 6 15.586 24216 20.0
Benzo[j]fluoran... 15.456 3.5 ng 4300 6 15.586 24216 20.0
unknownl6.074 16.074 2.4 ng 2932 6 15.586 24216 20.0
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