LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc :

ALS Vvial : 16 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138409.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 10 16 21 rVB 2345548 2902842 77.65% 7.380%
2 2.287 30 34 42 rVB 36746 52232 1.40% 0.133%
3 3.404 221 224 254 rBV 110967 333699 8.93% 0.848%
4 5.098 508 512 520 rVB 340452 391903 10.48% 0.996%
5 5.504 576 581 584 rBV 4078391 3631462 97.14% 9.233%
6 5.822 631 635 640 rBV 49433 42795 1.14% 0.109%
7 6.510 747 752 755 rBV 4088294 3738370 100.00% 9.504%
8 6.698 781 784 788 rBV 88497 74964 2.01% 0.191%
9 6.875 810 814 817 rBV 1508071 1263920 33.81% 3.213%
10 7.434 904 909 912 rBV 2578866 2451515 65.58% 6.233%
11 7.686 948 952 959 rVB 170346 129865 3.47% 0.330%
12 8.151 1028 1031 1034 rBV 1836692 1597620 42.74% 4.062%
13 8.369 1063 1068 1074 rVB2 53645 48342 1.29% 0.123%
14 8.463 1080 1084 1093 rVB 261767 234894 6.28% 0.597%
15 9.228 1210 1214 1217 rBV 4188808 3449388 92.27% 8.770%
16 9.563 1267 1271 1273 rBV 43319 41296 1.10% 0.105%
17 9.904 1326 1329 1332 rVB 1826310 1502582 40.19%  3.820%
18 9.939 1332 1335 1338 rVB 181299 141249 3.78% 0.359%
19 10.004 1341 1346 1352 rVB2 130336 173649 4.65% 0.441%
20 10.110 1360 1364 1367 rVB2 72944 69712 1.86% 0.177%
21 10.451 1419 1422 1426 rVB 159673 133161 3.56% 0.339%
22 10.692 1459 1463 1466 rBV 2045916 1704673 45.60% 4.334%
23 10.804 1479 1482 1487 rBvV2 39052 57771 1.55% 0.147%
24 10.998 1509 1515 1517 rBV3 42348 51915 1.39% 0.132%
25 11.127 1532 1537 1539 rBV3 29076 40027 1.07% 0.102%
26 11.251 1552 1558 1560 rBV3 40651 55376  1.48% 141%
27 11.286 1561 1564 1570 rVB 75118 77403  2.07% 197%

28 11.392 1578 1582 1584 rBV 1351330 1230769 32.92%

ONWOO®
=
N
o
R

29 11.416 1584 1586 1589 rVV 1218761 919705 24.60% 338%
30 11.463 1591 1594 1597 rVB 343179 274572 7.34% 698%
31 11.621 1614 1621 1623 rBV2 49170 60310 1.61% ©.153%
32 11.892 1663 1667 1668 rBV 101852 85186 2.28% 0.217%
33 11.916 1668 1671 1676 rVv2 292971 296842 7.94%  0.755%
34 11.963 1676 1679 1682 rWV 71332 77374 2.07% ©.197%
35 12.004 1682 1686 1688 rVV 206355 207784 5.56% ©.528%
36 12.021 1688 1689 1694 rVB 69298 54788 1.47% 0.139%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc :

ALS Vvial : 16 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.186 1714 1717 1719 rBV 86679 67876 1.82% ©0.173%
38 12.439 1756 1760 1763 rBV 59659 74822  2.00% 0.190%
39 12.474 1763 1766 1772 rVV3 46574 71872 1.92% 0.183%
40 12.521 1772 1774 1780 rVB2 43175 50311 1.35% 0.128%
41 12.604 1784 1788 1791 rBV 1421968 1213549 32.46%  3.085%
42 12.698 1801 1804 1806 rBv2 57318 54524 1.46% 0.139%
43 12.792 1817 1820 1821 rBV 84186 63544 1.70% 0.162%
44 12.833 1821 1827 1832 rVV 1088852 1253956 33.54% 3.188%
45 12.874 1832 1834 1840 rVB3 53362 64203 1.72% 0.163%
46 12.974 1847 1851 1854 rVB 2558934 2159033 57.75% 5.489%
47 13.051 1859 1864 1867 rBV3 55793 97428 2.61% 0.248%
48 13.133 1875 1878 1879 rBvV2 45875 45105 1.21% ©0.115%
49 13.157 1879 1882 1885 rVB 166967 144000 3.85% 0.366%
50 13.221 1891 1893 1896 rVB 134771 109914 2.94% 0.279%
51 13.257 1896 1899 1902 rBV2 89804 97010 2.59% 0.247%
52 13.351 1913 1915 1918 rVB 50345 44914 1.20% 0.114%
53 13.380 1918 1920 1924 rBV2 50014 53528 1.43% 0.136%
54 13.498 1937 1940 1944 rVB 69687 57140 1.53% 0.145%
55 13.545 1945 1948 1952 rBV3 47224 56374 1.51% 0.143%
56 13.663 1965 1968 1973 rVB 41721 44979 1.20% 0.114%
57 13.774 1984 1987 1990 rBV3 75289 71323  1.91% 0.181%
58 13.804 1990 1992 1994 rwV 83600 64862 1.74% 0.165%
59 13.827 1994 1996 2000 rVVv2 68957 91856 2.46% 0.234%
60 13.868 2000 2003 2011 rVB2 292254 338996 9.07% 0.862%
61 14.027 2022 2030 2032 rBV2 1354504 1759763 47.07% A4.474%
62 14.051 2032 2034 2042 rVV 608926 616299 16.49% 1.567%
63 14.133 2045 2048 2051 rVB 138395 120546  3.22% 0.306%
64 14.410 2093 2095 2098 rVB 71717 55232 1.48% 0.140%
65 14.492 2106 2109 2114 rBV3 106320 176882 4.73% 0.450%
66 14.804 2159 2162 2164 rBV 57970 57763 1.55% 0.147%
67 15.062 2202 2206 2209 rBV 348289 501208 13.41% 1.274%
68 15.139 2217 2219 2222 rW 68223 57008 1.52% 0.145%
69 15.174 2222 2225 2229 rVB 76211 88389 2.36% 0.225%
70 15.368 2254 2258 2264 rBV 194900 305958 8.18% 0.778%
71 15.427 2265 2268 2274 rVB 301972 373988 10.00% 0.951%
72 15.492 2275 2279 2282 rVV 652236 769275 20.58% 1.956%
73 15.521 2282 2284 2291 rVB 127539 157179 4.20% 0.400%
74 16.956 2523 2528 2536 rVB2 94530 199185 5.33% 0.506%
75 17.398 2599 2603 2610 rBV2 57190 103365 2.76% 0.263%

8270-BF062824.M Tue Jul 02 12:33:19 2024 Pag 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS Vvial : 16 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 39333114
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 01 Jul 2024 18:06
¢ CG\JU
. P30676-13

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
BF138409.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF138409.D\data.ms
5.504

7.434
2.181

6.875

.287

3.404

5.098

7.6t

6.698

5.822
UL L DL AL L L L T L L I B L L L B L B A B R Y T

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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF138409.D\data.ms
9.228

12.974

8.151 9.904

L L

12.604

0
Time-->

9. 50 10. OO 10 50 11.00 11.50 12.00 12.50 13.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF138409.D\data.ms

14.027

14l051 15.492
15.062

13.868
133 2
1891983 141 14.804

521 16.956 17398

Time-->

13. 50 14 OO 14 50 15 00 15 50 16 00 16 50 17 OO 17 50 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 45.93 ng 2902840 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
Abundance  Scan 16 (2.181 min): BF138409.D\data.ms (-10) (-) m/z 73.10 100.00%
3.1
5000 43.0
e RRARaEE T
‘ ‘ 2.202.302.402.502.60
Ol 2022 2071 L. 4365 49.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRNRERERRRRRRRRRE)
43.0 2.202.302.402.502.60
' m/z 55.05 34.01%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
s RRRARZEEEEEIEE
2.202.302.402.502.60
5000 m/z 87.05 24 .66%
43.0
1 s T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol  RaaaEE A
73.0 2.202.302.402.502.60
m/z 41.05 16.05%
5000 41.0
Qe bt k970 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (S)-(+)-1,2-Propanediol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.404 5.28 ng 333699 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
3 L-Lactic acid 90 C3H603 000079-33-4 39
4 Propylene Glycol 76 C3H802 000057-55-6 32
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 224 (3.404 min): BF138409.D\data.ms (-221) (-) m/z 45.10 100.00%
45.1
5000 fK
R R EER R
‘ 610 751 3.00 3.20 3.40 3.60 3.80
Y SN | A 2 £+ S m/z 43.10  16.48%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 | BN AL B R
3.00 3.20 3.40 3.60 3.80
m/z 44.05 6.72%
0 190 310 || 610 750
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
R AAARE
3.00 3.20 3.40 3.60 3.80
5000 m/z 61.00 4.56%
29.0
S Y N .Y S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2532: L-Lactic acid R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 41.95 3.28%
5000
29.0
0 “ ‘ || s80 750 90.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.098 6.20 ng 391903 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
Abundance Scan 512 (5.098 min): BF138409.D\data.ms (-508) (-) m/z 43.10 100.00%
3.1
5000
e A AEmama
1011 4.80 5.00 5.20 5.40
Ol 70 2910 m/z 59.05  50.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L I LA LA L
4.80 5.00 5.20 5.40
m/z 58.05 15.68%
101.0
O \\\‘\m‘\\“Hi\\}‘\\\\“\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A RAR e R RRREE
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.61%
101.0
31.0
0 H“AWNMMJM‘uu‘uu‘_“w"H“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate A e AR RES
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.55%
5000
150 72‘-0 100.0
o+ttt VT el
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.463 2.94 ng 234894  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 3-(.alpha.-Hydroxyethyl)-aniline 137 C8H11NO 002454-37-7 59
Abundance Scan 1084 (8.463 min): BF138409.D\data.ms (-1080) (-) m/z 94.10 100.00%
94.1
5000 k
e e
45‘1 h 1211 15‘2'1 8.20 8.40 8.60 8.80
Ob e 8700 4 FBLL L2070y 7708 22.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
8.20 8.40 8.60 8.80
39.0 152.0 m/z 45.10 14.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
P e
8.20 8.40 8.60 8.80
5000 m/z 152.05 14.74%
45 152.0
o‘Wu\”hmme\hML_1\1?&9“W_HW_W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19881: Ethanol, 2-phenoxy- AmmmaEEE
94.0 8.20 8.40 8.60 8.80
m/z 108.10  14.31%
5000
138.0
S
o‘m_m‘mWm_m_‘m_H“HHWHWHWH N RRARARESEEEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknownl@.004 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.004 2.31 ng 173649  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 27
2 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 10
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 10
4 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10
5 Acetic acid, 3-hydroxy-2-nitroph... 197 C8H7NO5 1000269-41-1 10
Abundance Scan 1346 (10.004 min): BF138409.D\data.ms (-1341) (-] ' m/z 43.10 100.00%
3.1
5000
70.0 1 I
Ll ol |,
O bl b A b L ST m/z 57.18 54.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 S ‘
10.00
101.0 m/z 97.10 40.61%
150‘ ‘
0 H‘\‘\‘\‘H"‘M\““H\\‘\\H’HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106109: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57.0
R \
10.00
5000 m/z 59.10 39.47%
97.0
29.0
Ol e 22701530 2110
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4583: Morpholine, 4-methyl- fatp—ty A 4
43.0 10.00
m/z 101.10  38.82%
5000
101.0
71.0
15.0 ‘
0 Frrbpdberrp bbb e e e e ey Jald o
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Anthracene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.82 ng 296842  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 1671 (11.916 min): BF138409.D\data.ms (-1668) (- m/z 192.10 100.00%
192.1

43.1
5000
12.00
227.2 256.1 :
0 m/z 191.10 56.99%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67021: Anthracene, 1-methyl-
T M
=

5000
12.00

m/z 43.10 56.15%

83.0 165.0
\\\‘\\3\\9‘9\\“\\‘\\“\\\H‘J\-\]\.\S‘\CJ\\\‘\\\\‘W‘\\\‘\\H\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0

o

12 00
5000 ITI z 59.95 48.39%
94.0 165.0
0 27.0 63.0 | M 1260 h‘ I HH
P T e e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl-
192.0 12 OO

m/z 73.10 47.27%

5000
165.0
o 270 630 960 1260 | |

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.004 3.38 ng 207784  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40
4 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 22

Abundance Scan 1686 (12.004 min): BF138409.D\data.ms (-1682) (- m/z 190.05 100.00%
19p.1
5000 J
94.6 Mol ‘
63.1 163.0 12.00
Ob 320 b A3 T L 280 s 189,05 98.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 e A
94.0 12.00
4 m/z 191.10  31.23%
o 39.0 630 | 137.0 1630 M
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\ \\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T
12.00
5000 m/z 192.10 28.17%
94.0
‘ 163.0 M
) NN N NNNNRNANN NN | I—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) e ‘
189.0 12.00
m/z 94.60 25.25%
5000
42.0 122.0
0 \1\2\3"9‘\ e 1”\??0‘9\ i \?\5‘\?\ A }“w - \],-118;(\)“\ \ \‘\ r 1‘\ S ERRRRN —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.868 3.85 ng 338996 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 89
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 86
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 86
4 Cyclopentadecane 210 C15H30 000295-48-7 80
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 70
Abundance Scan 2003 (13.868 min): BF138409.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
230.1
5000
— ——
‘ fS.l 13.50 14.00
ob b L L 2052 m/z 43.10  85.66%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 55.10 70.60%
5.0
ol L 521960 2000
\\H‘HH’HH‘\H\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173731: 3-Eicosene, (E)-
57.0
— ——
13.50 14.00
5000 m/z 230.10 60.48%
5.0
oL LT, 1980 2800
e e
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester f— T
57.0 13.50 14.00
m/z 83.10 56.06%
5000
5.0 252.0
ol ‘ 7T 369.0 648,
R e e e e e e P P
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Data Path : Z:
Data File : BF

Acqg On 01
Operator : CG
Sample : P3
Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library
TIC Integratio

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
138409.D
Jul 2024 18:06
\Ju
076-13

Sample Multiplier: 1

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Concentration Rank 11

Peak Number 9 Heptadecane

R.T. EstConc Area Relative to ISTD R.T.
14.492 2.01 ng 176882  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Octadecane 254 C18H38 000593-45-3 81
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 72
4 Tetracosane 338 C24H50 000646-31-1 68
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 64

Abundance Scan 2109 (14.492 min): BF138409.D\data.ms (-2106) (- m/z 57.10 100.00%
57.1
5000
113.1 254.1 —r
Ll \ 167.1211.2 306.0 353.4397.3 1450
ol bbbl 0, 26712112 | 306085343973 - 43io spoaay
miz--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0
5000 1
14.50
m/z 71.10 47.84%
O ‘ “ “ \“\]‘“‘]_\“3\(‘\) \‘ ‘1\6\9\0\ ‘ T \2\49.‘()\ LI ‘ T T ‘ L ‘ L

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

Abundance #141058: Octadecane
57.0
—
14.50
5000 ITI/Z 85.10 26.73%
| ‘ | | 1f° 169.0  254.0
oL td ““W Md“‘M\uu“u“M““‘H““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- T
57.0 14.50
m/z 41.10 22.93%
5000
0 | ‘L‘ | H .., 183.0231.0 287.0 343.0 414(
““‘ b b e e S e S e —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.174 2.30 ng 88389  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 86
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Perylene 252 C20H12 000198-55-0 81

Abundance Scan 2225 (15.174 min): BF138409.D\data.ms (-2222) (-} | m/z 252.10 100.00%
5

252.1
5000

—
431 82.1 1250 207 300.1 : 15.00 1550
ol 431821 || 1651207% | 80013409385 ., y5p.10  24.92%
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0
5000 —l S
15.00 15.50

m/z 253.10  24.04%

126.0
T ‘ T \8\7\.% \‘“ \‘“\ T ‘ L \2\0?.\0\‘”\ \h‘\ LI ‘ UL ‘ UL
mi/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0

=
15.00 15.50

o

5000 ITI/Z 251.15 12.55%
125.0
0 39.0 83.0 | 200.0 |
L e e e e I I R TSR
m/z--> 50 100 150 200 250 300 350
Abundance #138566: Benzo[b]fluoranthene T —
252.0 15.00 15.50

m/z 126.00  11.34%

5000
126.0
39.0 87.0 | ‘\‘ 2000 |

B s A
miz--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzo[j]fluoranthene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.368 7.95 ng 305958  Perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 91
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2258 (15.368 min): BF138409.D\data.ms (-2254) (- m/z 252.05 100.00%
252.1 r
5000
125.1
> \ h 169.2 211 316.2 1500 1550
Ob b bl 1692 2113 I 816.23%5. ./, 5p.05  28.14%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000
15.00 15.50
m/z 253.10 21.83%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
T —=
15.00 15.50
5000 m/z 125.10 17 .49%
126.0
o STO I 00
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene — —
252.0 15.00 15.50
m/z 113.10 13.74%
5000
126.0
b w0 || _awe | T
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF062824.M Tue Jul 02 12:33:47 2024 Page: 15



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138409.D

Acqg On : 01 Jul 2024 18:06
Operator : CG\JU

Sample : P3076-13

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.181 45.9 ng 2902840 1 6.875 1263920 20.0
(S)-(+)-1,2-Pro... 3.404 5.3 ng 333699 1 6.875 1263920 20.0
2-Pentanone, 4-... 5.098 6.2 ng 391903 1 6.875 1263920 20.0
1-Phenoxypropan... 8.463 2.9 ng 234894 2 8.151 1597620 20.0
unknownl10.004 10.004 2.3 ng 173649 3  9.904 1502580 20.0
Anthracene, 1-m... 11.916 4.8 ng 296842 4 11.392 1230770 20.0
4H-Cyclopenta[d... 12.004 3.4 ng 207784 4 11.392 1230770 20.0
5-Eicosene, (E)- 13.868 3.9 ng 338996 5 14.027 1759760 20.0
Heptadecane 14.492 2.0 ng 176882 5 14.027 1759760 20.0
Benzo[e]pyrene 15.174 2.3 ng 88389 6 15.492 769275 20.0
Benzo[j]fluoran... 15.368 8.0 ng 305958 6 15.492 769275 20.0
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