LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124210.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.346 206 214 228 rBV 39650 102361 18.49%  1.943%
2 5.469 572 575 582 rBV 448628 423451 76.49% 8.038%
3 6.487 744 748 757 rBV 506798 429679 77.62% 8.156%
4 6.846 806 809 812 rBV 294117 213239 38.52% 4.048%
5 7.404 900 904 907 rBV 362293 298328 53.89% 5.663%
6 8.128 1024 1027 1031 rBV 347306 266266 48.10% 5.054%
7 8.228 1041 1044 1048 rBV2 7906 8297 1.50% 0.157%
8 9.204 1206 1210 1213 rBV 762565 553588 100.00% 10.508%
9 9.357 1233 1236 1246 rBvV 49305 67779 12.24% 1.287%
10 9.886 1322 1326 1329 rVB 413937 327469 59.15% 6.216%
11 10.669 1456 1459 1466 rBV 398320 363973 65.75% 6.909%
12 10.786 1476 1479 1484 rBV2 8611 12294 2.22% 0.233%
13 10.981 1506 1512 1515 rBV2 4383 7328 1.32% 0.139%
14 11.233 1552 1555 1557 rVB 13458 10202 1.84% 0.194%
15 11.369 1575 1578 1581 rBV 364896 305520 55.19% 5.799%
16 11.392 1581 1582 1585 rVB 37992 23326 4.21% 0.443%
17 11.657 1625 1627 1632 rBV3 6578 8287 1.50% 0.157%
18 11.898 1665 1668 1671 rVB2 23333 22804 4.12% 0.433%
19 12.069 1693 1697 1699 rBV3 7286 9136 1.65% 0.173%
20 12.198 1715 1719 1721 rBV3 6282 9316 1.68% 0.177%
21 12.457 1759 1763 1766 rBv4 11012 10176 1.84% 0.193%
22 12.586 1779 1785 1789 rBV 48835 49964 9.03% 0.948%
23 12.680 1798 1801 1804 rBV3 7928 8262 1.49% 0.157%
24 12.816 1818 1824 1828 rBV 39370 50243 9.08% 0.954%
25 12.863 1828 1832 1837 rVB7 7897 12421 2.24% 0.236%
26 12.951 1844 1847 1851 rBV 469096 435702 78.71% 8.270%
27 13.139 1877 1879 1884 rVB6 11016 12483 2.25% 0.237%
28 13.180 1884 1886 1888 rBV3 8152 7580 1.37% 0.144%
29 13.310 1904 1908 1909 rBVv4 9588 9702 1.75% 0.184%
30 13.433 1926 1929 1937 rBVS8 11554 28019 5.06% 0.532%
31 13.527 1940 1945 1946 rBV5 10631 11200 2.02% 0.213%
32 13.639 1960 1964 1965 rBV4 11077 15012 2.71% 0.285%
33 13.739 1979 1981 1983 rBV3 8298 8512 1.54% 0.162%
34 13.763 1983 1985 1988 rvB3 11139 10476 1.89% 0.199%
35 13.792 1988 1990 1991 rBvV2 9172 8056 1.46% 0.153%
36 13.874 1997 2004 2010 rVB8 25720 54682 9.88% 1.038%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.010 2020 2027 2031 rBV 286021 327420 59.15% 6.215%
38 14.039 2031 2032 2034 rVB2 22069 9045 1.63% 0.172%
39 14.174 2052 2055 2058 rBV5 9617 14075 2.54% 0.267%
40 14.392 2091 2092 2096 rBv4 10341 13347 2.41% 0.253%
41 14.786 2156 2159 2161 rBv4 22996 21030 3.80% 0.399%
42 15.010 2194 2197 2200 rBV5 15682 19307 3.49% 0.366%
43 15.057 2201 2205 2212 rVV6 31043 72532 13.10% 1.377%
44 15.127 2214 2217 2222 rVB4 34314 42412 7.66% 0.805%
45 15.486 2274 2278 2288 rVB2 223140 317637 57.38% 6.029%
46 15.945 2353 2356 2360 rVB4 31113 42940 7.76% 0.815%
47 16.345 2423 2424 2426 rBV2 10241 9100 1.64% 0.173%
48 16.627 2469 2472 2477 rBV6 19018 33224 6.00% 0.631%
49 17.039 2539 2542 2544 rBV4 17027 22807 4.12% 0.433%
50 17.145 2558 2560 2562 rBV3 11178 10135 1.83% 0.192%
51 17.180 2564 2566 2567 rBvV2 13126 8981 1.62% 0.170%
52 17.204 2567 2570 2577 rVV9 16681 32302 5.84% 0.613%
53 17.280 2581 2583 2587 rVB5 14501 14155 2.56% 0.269%
54 17.345 2592 2594 2596 rBV3 9936 7558 1.37% 0.143%
55 17.492 2617 2619 2621 rBvV3 10822 9235 1.67% 0.175%
56 17.715 2655 2657 2658 rBvV2 9993 9179 1.66% 0.174%
57 17.839 2676 2678 2679 rBvV2 13351 7432 1.34% 0.141%
58 18.015 2707 2708 2711 rBV3 12868 13478 2.43% 0.256%
59 18.062 2715 2716 2718 rBV2 7961 7443 1.34% 0.141%
60 18.409 2773 2775 2778 rBV4 9191 8420 1.52% 0.160%
Sum of corrected areas: 5268327
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M2598-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
BF124210.D

9 Jun 2021 15:49

Ju/ca

: 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

700000

600000

500000

400000

300000

200000

100000

0

TIC: BF124210.D\data.ms

6.487
5.469

7.404

6.846

3.346

Time-->
Abundance

700000

600000

500000

400000

300000

200000

100000

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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
TIC: BF124210.D\data.ms

9.204

12.951

9.886 10.669

8.128 11.369

0
Time-->
Abundance

700000

600000

500000

400000

300000

200000

100000

9.357 392 12.5862 81 ,
228 I 0.7%_9811%%]%%_ 11.657 598 aau10812.4572.680,863 18318968
e e e e

o T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF124210.D\data.ms

14.010
15.486

15.945
N\ ’§3L§92111$33@@52 18.409

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 1 R-(-)-1,2-propanediol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.346 9.60 ng 102361 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 86
2 Propylene Glycol 76 C3H802 000057-55-6 83
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 38
4 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 214 (3.346 min): BF124210.D\data.ms (-206) (-) m/z 45.00 100.00%

45.0
5000
A REmES ey LR
36.8 60.9 76.0 3.00 3.20 3.40 3.60
Obrprrrrrsrosgrrrrsro b iogere - m/z 43.00 20.78%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #944: R-(-)-1,2-propanediol
5000 \‘QH\‘HH‘/\’(A\A\‘HH”A\/
3.00 3.20 3.40 3.60
20.0 m/z 60.90 10.02%
. 61.0
O H‘HH‘HH‘\H}‘HH‘\H! HH‘HH?\!} H\\‘5\§\9\H‘1H\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #939: Propylene Glycol
45.0

3.00 3.20 3.40 3.60

5000 ITI/Z 44 .10 6.97%
31.0
Ol 330,01, 520 010 690760
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 A m
Abundance #945: (S)-(+)-1,2-Propanediol R ‘n‘ S EREEas L
45.0 3.00 3.20 3.40 3.60

m/z 42.10 5.39%

5000

310

61.0
190 0. 160 |

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.357 4.14 ng 67779  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 C5H9NO3 003356-88-5 83
2 3-Methyl-5-pyrazolidinone 100 C4H8N20 010234-76-1 16
3 Propanal, 2-methyl-, methylhydra... 100 C5H12N2 016713-37-4 9
4 Cycloheptylamine 113 C7H15N 005452-35-7 9
5 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 9

Abundance Scan 1236 (9.357 min): BF124210.D\data.ms (-1233) (-) m/z 56.10 100.00%

56.1
100.0
5000
O ERamaRLILEEEE R
20l8 9.00 9.20 9.40 9.60
Obrrrerrerrrreel el e m/z 100,00 66.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13839: 3-(2-Hydroxyethyl)-2-oxazolidinone
28.0 56.0
100.0
5000 L L R L I LN B
9.00 9.20 9.40 9.60
m/z 101.10  34.93%
oL 130, ‘H Wy 70 | | 1310
H\‘HH‘HH‘HH‘HH T \‘HH’HH‘HH’HH HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3618: 3-Methyl-5-pyrazolidinone
100.0
|
R EaaE
690 9.00 9.20 9.40 9.60
5000 41.0 m/z 42.00 26.70%
85.0
15.0
0“wHM‘HLMHHMHH‘H“‘HHJHH_‘H“‘MW‘H_‘H_‘H_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3647: Propanal, 2-methyl-, methylhydrazone ““H“ﬁ‘wﬂﬁ“_““
30.0 100.0 9.00 9.20 9.40 9.60
57.0 85.0 m/z 57.00 10.87%
5000
0 LN ‘mww_m‘w,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.34 ng 54682 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53
2 (2-Methyl-3-nitrophenyl)methanol... 391 C16H14F5NO3Si 1000367-95-1 42
3 Tricyclo[4.3.1.1(3,8)]undecane-1... 208 C13H2002 031083-60-0 38
4 Oxazolidine, 3-phenyl- 149 C9H11NO 020503-92-8 38
5 Phthalic acid, butyl 3-methoxybe... 342 C20H2205 1000377-97-7 37

Abundance Scan 2004 (13.874 min): BF124210.D\data.ms (-1997) (- m/z 105.10 100.00%

105-1 149.0
5000
51.0 b oWy
H 205.1 59.0 13.50 14.00
ok ‘H‘ ol g ”“JMUM Ay it A m/z 149.00  84.89%
mlz--> 50 100 150 200 250 300 350
Abundance #156211: Diethylene glycol dibenzoate
105.0
149.0
5000
13.50 14.00
510 m/z 76.95 64.57%
O\\\”i‘\l\x‘\\“\ T l \‘\\\2(‘)7\\0\2\59\0\ T \?"1\4\(\)\ T
m/z--> 50 100 150 200 250 300 350
Abundance #207940: (2-Methyl-3-nitrophenyl)methanol, dimethylpent
71.0 149.0
13.50 14.00
5000 m/Z 69.00 38.76%
208.0
02‘ "9‘ \‘i‘u ‘Lh | lll “h ‘\ \h“ ‘\u ‘2‘5‘1‘0‘ ‘3‘0‘0 ‘0‘ 3‘45‘ 9 ‘3‘9‘1"
miz-> 50 100 150 200 250 300 350
Abundance #67769: Tricyclo[4.3.1.1(3,8)Jundecane-1-carboxylic acid P P
149.0 13.50 14.00
m/z 51.00 20.93%
5000
93.0
208.0
m \ , \H h‘ | . |
om_m_m e e i
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.127 2.67 ng 42412 Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 58
2 Octadecane 254 C18H38 000593-45-3 58
3 Eicosane 282 C20H42 000112-95-8 53
4 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 53
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47

Abundance Scan 2217 (15.127 min): BF124210.D\data.ms (-2214) (- m/z 57.10 100.00%

57.1
5000
— —
15.00 15.50
0 m/z 71.05 74.79%
m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane
57.0
5000 — ——
15.00 15.50
m/z 43.00 52.57%
99.0
oL LU L1 T 1410 1830 2250 2680
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #105883: Octadecane
57.0
— —
15.00 15.50
5000 m/Z 85.10 47.92%
254.0
otsd | 1| 70 1o asa0 T
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane T ——
57.0 15.00 15.50
m/z 41.00 46.48%
99.0
0 |, 141.0 183.0 225.0 282.0
L T T L A B e A —— ——
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl5.945 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.945 2.70 ng 42940 Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-decyl- 451 C32H66 055401-55-3 49
2 Nonadecane, 1-chloro- 302 C19H39C1 062016-76-6 49
3 Triacontane 422 C30H62 000638-68-6 47
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 47
5 Heneicosane 296 C21H44 000629-94-7 47
Abundance Scan 2356 (15.945 min): BF124210.D\data.ms (-2353) (- m/z 57.10 100.00%
57.1
5000
110.9 —
1889 537.0281.0 16.00
ol L ‘”‘ TR T — m/z 43.05  65.65%
mlz--> 50 100 150 200 250 300 350 400
Abundance #227195: Docosane, 11-decyl-
57.0
5000 R
16.00
m/z 71.05 50.29%
“ ‘ ‘ 169.0 2250 309.0
O\\“‘H\M‘\‘\‘\“\\“\‘\\‘\“\\\\‘\\\\“‘“\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #146523: Nonadecane, 1-chloro-
57.0
——
16.00
5000 m/z 41.00 47.62%
om‘w Go.le10 avo 3020
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane —
57.0 16.00
m/z 85.05 39.09%
5000
0 | I \‘h h‘ “‘ | \6\99 225 0 281.0 337.0 422(
A A A e S e e e ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl6.627 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.627 2.09 ng 33224 Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,7-Dimethyl-pyrazolo[1,5-a]pyri... 191 C9H9N302 1000303-40-5 25
2 2,4,7-Pteridinetriamine, 6-methyl- 191 C7H9N7 017539-50-3 22
3 2-Butyl-1-iodo-bicyclo[2.2.1]hep... 278 C11H191 1000190-59-7 22
4 1,2,4-Triazolo[1,5-a]pyrimidine,... 212 C8H9FN4S 1000294-91-7 14
5 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 C14H24 074806-56-7 14

Abundance Scan 2472 (16.627 min): BF124210.D\data.ms (-24609) (-, m/z 191.10 100.00%

95.1 191.1
136.2
5000 55.
35.1 283.1
376“ T ‘ T T ‘ T
1l I
0! e ey m/z 95.10 83.64%
m/z--> 50 100 150 200 250 300 350
Abundance #54035: 5,7-Dimethyl-pyrazolo[1,5-a]pyrimidine-2-carbox
191.0
39.0
5000 — ——
80.0 16.50 17.00
m/z 83.30 78.49%
‘ 147.0
0% \HMM‘\‘M\”“\“ \“‘M‘\ i \”\“‘ T \‘\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #53953: 2,4,7-Pteridinetriamine, 6-methyl-
191.0
—— —4
16.50 17.00
5000 m/Z 68.00 72.30%
43.0 150.0
ob—Lid ‘:‘9‘6‘](‘)\ I Hu“!‘ e —
m/z--> 50 100 150 200 250 300 350
Abundance #125317: 2-Butyl-1-iodo-bicyclo[2.2.1]heptane
95.0 16.50 17.00
m/z 189.00 64.74%
5000 41.0
151.0
278.0
L 193.0
ol Ahbblbby 4 0T L LU -
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl7.204 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.204 2.03 ng 32302 Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2R-Acetoxymethyl-1,3,5-trimethyl... 282 C17H3003 1000144-12-6 27
2 Perhydrophenanthrene, (4a.alpha.... 192 C14H24 002108-89-6 22
3 4-Imidazolidinone, 5-(2-methylpr... 248 C13H16N20S 004399-40-0 14
4 (3-Fluorophenyl)(furan-2-yl)meth... 192 C11H9F02 1000305-63-1 12
5 2-Cyclopenten-1-one, 4-hydroxy-3... 178 C11H1402 000487-67-2 11
Abundance Scan 2570 (17.204 min): BF124210.D\data.ms (-2567) (1 m/z 81.00 100.00%
81.0
135.1 191.3 265.1
5000
40.9
—— —
17.00 17.50
ol 1] m/z 94.98  99.58%
miz--> 50 100 150 200 250 300
Abundance #129256: 2R-Acetoxymethyl-1,3,5-trimethyl-4c-(3-methyl-
69.0
5000 135.0 T T
17.00 17.50
m/z 69.00 80.07%
O T 1T ‘ T ‘ ‘\ \‘ ‘H\ \H‘ T ‘\ ‘ \‘ \1\8?.‘0‘\ T \‘26\4\.0\ T ‘ L ‘
miz--> 50 100 150 200 250 300
Abundance #54720: Perhydrophenanthrene, (4a.alpha., 4b.beta., 8a.
135.0
81.0 —— —r—
192.0 17.00 17.50
5000 m/z 135.05 74 .35%
ol
miz--> 50 100 150 200 250 300
Abundance #100459: 4-Imidazolidinone, 5-(2-methylpropyl)-3-phenyl- Al e
135.0 17.00 17.50
2480 m/z 191.30  69.54%
77.0
192.0
5000
41.0 M
0 ‘H\‘ LH JHW} ‘\““\\H“\‘ J w““‘ Lol L : “h R {M AL .
m/z--> 50 100 150 200 250 300 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124210.D

Acqg On : 9 Jun 2021 15:49
Operator : JU/CG

Sample : M2598-10

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
R-(-)-1,2-propa... 3.346 9.6 ng 102361 1 6.846 213239 20.0
3-(2-Hydroxyeth... 9.357 4.1 ng 67779 3 9.886 327469 20.0
Diethylene glyc... 13.874 3.3 ng 54682 5 14.010 327420 20.0
Nonadecane 15.127 2.7 ng 42412 6 15.486 317637 20.0
unknown15.945 15.945 2.7 ng 42940 6 15.486 317637 20.0
unknownl6.627 16.627 2.1 ng 33224 6 15.486 317637 20.0
unknownl7.204 17.204 2.0 ng 32302 6 15.486 317637 20.0
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