LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133769.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 6 9 10 rBV3 22177 20122 1.14% 0.113%
2 2.163 10 13 19 rVB 31985 46536 2.63% 0.262%
3 2.422 47 57 63 rBV 754519 1106926 62.51% 6.222%
4 2.481 63 67 73 rVB 19801 28628 1.62% 0.161%
5 2.675 94 100 105 rBv2 24013 36085 2.04% 0.203%
6 3.869 298 303 317 rBV 46009 86401 4.88% 0.486%
7 4.098 335 342 347 rBV 1382174 1770853 100.00% 9.953%
8 4.534 412 416 421 rBV 70123 80885 4.57% 0.455%
9 5.004 487 496 498 rBV 906824 1308643 73.90% 7.355%
10 5.045 498 503 506 rVB 116249 125196 7.07% 0.704%
11 5.21@ 527 531 535 rBV 33428 32771 1.85% 0.184%
12 5.440 566 570 575 rBvV 723663 673750 38.05% 3.787%
13 5.698 610 614 618 rVB 31182 25535 1.44% 0.144%
14 5.757 618 624 627 rBvV2 18547 25576 1.44% 0.144%
15 5.875 641 644 646 rBV 26742 23293 1.32% 0.131%
16 5.963 656 659 661 rBV2 23334 23564 1.33% 0.132%
17 5.987 661 663 667 rVW 125065 109204 6.17% 0.614%
18 6.022 667 669 673 rVB 64164 56796 3.21% 0.319%
19 6.234 700 705 708 rBV 24047 23542 1.33% 0.132%
20 6.263 708 710 713 rVB 25314 18454 1.04% 0.104%
21 6.387 725 731 734 rBV 43754 47438 2.68% 0.267%
22 6.451 738 742 745 rBV 893981 691342 39.04% 3.886%
23 6.539 754 757 759 rBV 24177 18366 1.04% 0.103%
24  6.657 772 777 780 rBV3 28145 35134 1.98% 0.197%
25 6.692 780 783 786 rVB 36337 28211 1.59% 0.159%
26 6.828 802 806 809 rBV 901311 705064 39.81%  3.963%
27 6.928 819 823 827 rVB2 32150 32878 1.86% 0.185%
28 7.004 832 836 839 rVB3 18347 19907 1.12% 0.112%
29 7.386 895 901 904 rBvV 658026 520558 29.40% 2.926%
30 7.498 917 920 923 rBv2 23794 28788 1.63% 0.162%
31 7.533 923 926 929 rVB 249690 178067 10.06% 1.001%
32 7.663 943 948 950 rBV2 32437 34717 1.96% 0.195%
33 7.816 972 974 979 rVB3 21226 24486 1.38% 0.138%
34 8.110 1021 1024 1027 rBV 1134853 854983 48.28%  4.806%
35 8.169 1031 1034 1037 rBV 58375 48596 2.74% 0.273%
36 8.322 1058 1060 1064 rVB3 15786 18689 1.06% 0.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.516 1090 1093 1096 rBV3 26926 26650 1.50% 0.150%
38 8.545 1096 1098 1103 rvv2 17616 18838 1.06% 0.106%
39 8.622 1108 1111 1115 rVB 29569 34748 1.96% 0.195%
40 8.992 1168 1174 1176 rBV2 19420 31181 1.76% 0.175%
41  9.098 1188 1192 1195 rBV3 17822 18220 1.03% 0.102%
42 9.186 1203 1207 1210 rBV 1104497 865245 48.86% 4.863%
43 9.257 1217 1219 1225 rVB 20438 19426 1.10% 0.109%
44  9.322 1227 1230 1233 rWV 83527 67473 3.81% ©.379%
45  9.369 1235 1238 1244 rVB5 13228 21813 1.23% 0.123%
46 9.869 1319 1323 1326 rBV 1046481 916534 51.76% 5.151%
47 10.063 1352 1356 1362 rVB6 21833 33919 1.92% 0.191%
48 10.280 1390 1393 1399 rVB3 17207 23992 1.35% 0.135%
49 10.574 1440 1443 1447 rBV 159581 146932 8.30% 0.826%
50 10.651 1453 1456 1460 rBV 602192 509149 28.75% 2.862%
51 11.357 1572 1576 1579 rBV 1035582 858819 48.50% 4.827%
52 11.733 1633 1640 1647 rBV6 27750 78324 4.42% 0.440%
53 11.880 1658 1665 1669 rBV 344027 353595 19.97%  1.987%
54 11.916 1669 1671 1674 rVB 32737 30251 1.71% 0.170%
55 12.027 1687 1690 1693 rBV 56478 66484 3.75% 0.374%
56 12.057 1693 1695 1702 rVB2 55122 74353 4.20% 0.418%
57 12.133 1702 1708 1715 rVB2 59046 122247 6.90% 0.687%
58 12.663 1792 1798 1812 rVB 185095 281085 15.87% 1.580%
59 12.939 1841 1845 1849 rBV 961230 813497 45.94% 4.572%
60 13.339 1908 1913 1919 rBV 107088 166300 9.39% 0.935%
61 13.515 1941 1943 1950 rVB3 23604 27624 1.56%  0.155%
62 13.615 1954 1960 1966 rVB 289683 440576 24.88% 2.476%
63 13.845 1995 1999 2004 rBV2 95016 135158 7.63% 0.760%
64 13.898 2004 2008 2014 rVB 116854 164890 9.31% 0.927%
65 13.998 2019 2025 2033 rVB 682418 635509 35.89% 3.572%
66 14.374 2085 2089 2095 rVB 148031 194033 10.96% 1.091%
67 14.468 2103 2105 2108 rVB2 23220 19649 1.11% 0.110%
68 14.627 2129 2132 2134 rBV2 18007 17951 1.01% 0.101%
69 14.809 2159 2163 2169 rBV 133152 177859 10.04% 1.000%
70 15.109 2211 2214 2217 rBV3 22481 24307 1.37% 0.137%
71 15.292 2240 2245 2251 rBV 126724 196073 11.07% 1.102%
72 15.357 2253 2256 2262 rVB8 25459 40634 2.29% 0.228%
73 15.457 2268 2273 2283 rVB 532686 679291 38.36% 3.818%
74 15.839 2332 2338 2345 rBV 88971 179219 10.12% 1.007%
75 16.462 2439 2444 2453 rVB2 66732 148383 8.38% 0.834%

76 17.186 2562 2567 2576 rVB2 47771 111711 6.31% 0.628%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 18.039 2709 2712 2724 rVB5 41126 109750 6.20% 0.617%

Sum of corrected areas: 17791676
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\

BF133769.D
: 15 Jun 2023 11:54
: CG\JU
: 03152-01 .
RE137-CARBON-20230609
. 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Trichloroethylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.422  31.40 ng 1106930 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroethylene 130 C2HC13 000079-01-6 98
2 2-Fluoro-5-chloropyrimidine 132 C4H2C1FN2 062802-37-3 35
3 Benzene, 1l-chloro-4-fluoro- 130 C6HACIF 000352-33-0 22
4 1H-1,2,4-Triazol-3-amine, 5-(met... 130 C3H6N4S 045534-08-5 14
5 Isoquinoline, 3,4-dihydro- 131 CSHOSN 003230-65-7 12
Abundance  Scan 57 (2.422 min): BF133769.D\data.ms (-47) (-) m/z 95.00 100.00%
95.0 129.9
60.0
5000
R e
37.0 ‘ ‘ 2.20 2.40 2.60 2.80
o i M w2 129,90 95.95%
miz-> 20 40 60 80 100 120 140
Abundance #15071: Trichloroethylene
95.0 130.0
5000 600 L L L DL I
2.20 2.40 2.60 2.80
m/z 131.90  94.87%
35.0
0\:!-2\.9‘ \‘\ \‘\“ \‘“\ \““\ T “1 T \‘H‘ L e T
miz-> 20 40 60 80 100 120 140
Abundance #16227: 2-Fluoro-5-chloropyrimidine
132.0
o
600 2.20 2.40 2.60 2.80
5000 m/z 97.00 67.37%
31.0 105.0
00 |
0t dy S NBEP T W A \“ LI -
miz--> 20 40 60 80 100 120 140
Abundance #15350: Benzene, 1-chloro-4-fluoro- A o
130.0 2.20 2.40 2.60 2.80
m/z 60.00 54.73%
95.0
5000
75.0
50.0
2V MY N M Y (Y A
m/z--> 20 40 60 80 100 120 140 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Ethane, 1,1,2-trichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.098 50.23 ng 1770850 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,2-trichloro- 132 C2H3C13 000079-00-5 98
2 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 47
3 Ethane, 1,1-dichloro-1-nitro- 143 C2H3C12NO2 000594-72-9 43
4 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 18
5 1,2-Dichloroethylene 96 C2H2C12 000540-59-0 18
Abundance Scan 342 (4.098 min): BF133769.D\data.ms (-335) (-) m/z 97.00 100.00%
97.0
61.0
5000
13.80 4.00 4.20 4.40
37.0 ‘ ‘ 131.9 80 4.00 4.20 4.

om‘_Hw‘J!‘m“:mS‘znm [ 1169 [ n/z 83.00  89.57%

miz-> 20 40 60 80 100 120 140

Abundance #16191: Ethane, 1,1,2-trichloro-

97.0
61.0
5000 LA L L B LA BN

3.80 4.00 4.20 4.40

m/z 61.00 74.94%
26.0 ‘ ‘ 132.0
O T T T ‘ \‘M\ T M‘ ‘ T u‘ ‘\ T “} T \8‘2.\ T ‘\ M T \]\-J-\7‘.0\ T “} ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #16198: Ethane, 1,1,1-trichloro-
97.0
Gt e m
3.80 4.00 4.20 4.40
5000 61.0 m/z 99.00 61.50%
6.0 117.0
L oe2o ||
ol Al
miz--> 20 40 60 80 100 120 140
Abundance #23179: Ethane, 1,1-dichloro-1-nitro- A RAREaREEE
97.0 3.80 4.00 4.20 4.40
m/z 84.90 56.98%
61.0
5000
27.0
0 12.0 \H . 46'0 \“\ 77.0 |
A e e e G
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_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1,2-Ethanediol, diformate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.004 37.12 ng 1308640 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,2-Ethanediol, diformate 118 C4H604 000629-15-2 53
2 Urea 60 CH4AN20 000057-13-6 9
3 Acetic acid, hydroxy[(1-oxo-2-pr... 145 C5H7NO4 006737-24-2 9
4 Formic acid hydrazide 60 CH4N20 000624-84-0 7
5 1,2-Propanediamine 74 C3H10N2 000078-90-0 7
Abundance Scan 496 (5.004 min): BF133769.D\data.ms (-487) (-) m/z 60.00 100.00%
44.0 60.0
5000

‘\ 4.60 4.80 5.00 5.20 5.40

bl 880 m/z 43.95 94.43%
miz--> 20 40 60 80 100 120 140
Abundance #9853: 1,2-Ethanediol, diformate
44,0 60.0
5000 ‘HH‘HH’LHH‘HH‘H

4.60 4.80 5.00 5.20 5.40
m/z 42.95 43.59%

27
0\\\‘\‘\“1‘\‘\““\\\ ‘\\!‘\‘8\8\.(\)\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #347: Urea
17.0 60.0
44.0
[T e
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 44 .95 15.71%
om!‘_:mp“”um_m_m_m‘m
miz--> 20 40 60 80 100 120 140
Abundance #24630: Acetic acid, hydroxy[(1-oxo-2-propenyl)amino]-
44.0 4.60 4.80 5.00 5.20 5.40
m/z 47.00 9.23%
5000
71.0
0 L ‘ ] 99.0 1450 )
I B e e I Rt R R
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.045 3.55 ng 125196 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7
5 5-Hexen-2-one 98 C6H100 000109-49-9 5

Abundance Scan 503 (5.045 min): BF133769.D\data.ms (-498) (-) m/z 43.00 100.00%

43.0
5000 59.0 A/L
101.1 \\\\‘\\\\‘\\\\‘\\\J\L"\ﬁ/
‘ 83.1 4.80 5.00 5.20 5.40
Obrrr et e b M/Z 59.08 49.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B I IR AL B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.05 17.32%
O\\\‘\f‘f‘f‘\\f?“ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide
43.0
R A REmEaREE
4.80 5.00 5.20 5.40
5000 59.0 m/z 57.95 13.74%
73.0
101.0
0 280 || | 86.0 |
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.66%
5000
58.0
130 270 720 100.0
0 (in

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\V\‘\\\\‘\\\\’\\\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 2,5-Hexanedione Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.987 3.10 ng 109204 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Hexanedione 114 C6H1002 000110-13-4 86
2 2,3-Hexanedione 114 C6H1002 003848-24-6 37
3 Butanal, 2-ethyl- 100 C6H120 000097-96-1 10
4 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 9
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 9

Abundance Scan 663 (5.987 min): BF133769.D\data.ms (-661) (-) m/z 43.00 100.00%

43.0
5000
710 o8 5.60 5.80 6.00 6.20 6.40
570 T 114.1 e e
Ot e e e e m/z 99.10 19.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8123: 2,5-Hexanedione
43.0
5000 A
5.60 5.80 6.00 6.20 6.40
99.0 m/z 70.95 10.31%
71.0
150 459 57.0 114.0
0\H‘\H\‘HH‘“HH‘N{\\‘\!H‘HH‘\H\‘\H\‘H\\‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8119: 2,3-Hexanedione
43.0
e e e e
5.60 5.80 6.00 6.20 6.40
5000 m/z 57.00 4.,90%
27.0
71.0
0 1 Ll ‘ 1140
A L B R R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4288: Butanal, 2-ethyl-
43.0 5.60 5.80 6.00 6.20 6.40
m/z 42.00 3.61%
5000
72.0
27.0
0 ‘ ‘ ‘ ‘\ | l‘sﬁ\o 850 1090 A
P e e e e e e REARNEE SN L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Triethyl phosphate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.533 4.17 ng 178067 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethyl phosphate 182 C6H1504P 000078-40-0 94
2 Butyl diethyl phosphate 210 C8H1904P 1000298-58-0 50
3 Phosphoric acid, diethyl dodecyl... 322 C16H3504P 1010308-89-3 42
4 Phosphoric acid, diethyl octyl e... 266 C12H2704P 1000308-90-4 38
5 Phosphoric acid, diethyl pentyl ... 224 C9H2104P 020195-08-8 36

Abundance Scan 926 (7.533 min): BF133769.D\data.ms (-923) (-) m/z 99.00 100.00%

9
99.0 155.1
127.0
5000
45.0 A e
‘ ‘ ‘ 182.0 7.20 7.40 7.60 7.80
o‘m‘wm““73‘:“”““,”‘”_MH‘”_Hw‘w‘u‘www m/z 155.10  82.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57145: Triethyl phosphate
99.0
29.0 155.0
127.0
5000 L B L L B B
7.20 7.40 7.60 7.80
m/z 127.00  56.24%
65.0
0\\\‘L‘\‘\‘\\‘h‘\\\‘\‘\\\“\\‘\\’\\‘\\‘\‘\\\H“\\\‘1‘\\\132\.\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87945: Butyl diethyl phosphate
99.0
127-0155'0 \\‘\\\\A‘\\\\’\\\\‘\\\\‘
7.20 7.40 7.60 7.80
5000 m/z 81.00 54.80%
411'0 65.0 ‘\ ‘ [ 181.0
L e P M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #226570: Phosphoric acid, diethyl dodecyl! ester T ‘/“L  ARRREEERE
155.0 7.20 7.40 7.60 7.80
m/z 109.00  45.19%
5000
99.0 127.0
0 410 69.0 ‘ ‘ 1820  223¢
R R R R AR R R SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 7 Benzophenone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.575 3.21 ng 146932  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 58
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
Abundance Scan 1443 (10.574 min): BF133769.D\data.ms (-1440) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
N
10.50
152.0
O bl L 228 R wmyz 77.e5  67.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 —t :
182.0 10.50
51.0 m/z 182.16  43.19%
oh 270 1260 1520 |
\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
N
770 183.0 10,50
5000 51.0 m/z 50.95 35.23%
0 L 1270 1540
L L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile F—r
105.0 10.50
m/z 50.00 10.89%
77.0
5000
51.0
o o 1280 1840 1810
R B W e R Am
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.880 8.23 ng 353595  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1665 (11.880 min): BF133769.D\data.ms (-1658) (- m/z 43.05 100.00%
43.0 ,73.0
157.2 213.2 — —
‘ H‘ ? 185.2 ‘ 256.1 1150 12.00
0“wu‘ﬁwﬁﬂﬂm‘“mﬂhwhJw“uuwu‘muﬂwuhwh‘wuj_ m/z 73.00 97.04%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 91.98%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— e
11.50 12.00
5000 129.0 m/z 41.05 80.24%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.05 78.97%
5000 129.0
199.0
s ) e T
0%?RkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HWH‘WHH“ = ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\

Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 9 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.663 6.55 ng 281085 Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 60

2 Tritetracontane 605 C43H88 007098-21-7 55
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 55
4 Tetradecanoic acid 228 C14H2802 000544-63-8 55
5 Tetratetracontane 619 C44H99 007098-22-8 49

Abundance Scan 1798 (12.663 min): BF133769.D\data.ms (-1792) (- m/z 43.05 100.00%

43.0
5000
129.0 — —
l ﬂ l 241.2 12.50 13.00
O e bt s b e e M/2 57,100 97.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #179090: Octadecanoic acid
43.0
5000 - e
129.0 12.50 13.00
284.0 m/z 71.10 55.34%
OW‘\WJI\“‘MWJI?%W\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
T -
12.50 13.00
5000 ITI/Z 55.05 54.19%
N m\ 127.0197.0267.0337.0  463.0 533.0 604.
P o e e P S e P T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #224374: Sulfurous acid, 2-propyl tetradecy! ester P ——
43.0 12.50 13.00
m/z 41.10 53.10%
B AWWAAWWMWMA\AwNNVWAMV
ol LU 19705610
_“‘HH‘H‘WH‘W‘H"H‘_H‘_‘HM‘H‘HH‘H‘WH‘W“ P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 10 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.339 5.23 ng 166300 Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1913 (13.339 min): BF133769.D\data.ms (-1908) (- m/z 57.05 100.00%
57.0
— ——
‘ \ \ 118312252 2809 1200 1359
0 “‘Jp M‘”“‘JW “‘*“““““““‘ e m/z 43.05 68.63%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — —
13.00 13.50
m/z 71.10 61.16%
01\5 \d\ ““ “‘ \h‘\ h“ \“‘ \}\4%‘(‘)\ %8\3\0‘ \22\5\(\) T \29\6‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
— —
13.00 13.50
5000 m/z 85.05 49,51%
‘ 9.0
ol iyl 340830 2840
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ —
57.0 13.00 13.50
m/z 41.00 25.08%
B NM/L/\J\AJ
ol L 7l M | 1410183.0225.0 267.0309.0 367
i by A T T T — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1,4-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.616 13.87 ng 440576  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 87
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 68
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 38
5 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 30
Abundance Scan 1960 (13.615 min): BF133769.D\data.ms (-1954) (- m/z 70.05 100.00%
70.0
149.0
261.1
5000
—r— =
H m 1091 | 13.50 14.00
ob ML 382t L m/z 149.00  79.01%
miz--> 50 100 150 200 250 300 350
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 — e
13.50 14.00
m/z 261.15 58.75%
0+ \M‘h‘\‘ ‘\‘h\"“\‘\“ e } \‘\1\8\9.’0\ T 7T 13\0‘4\(\)\ \3‘6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
—— —
112.0 13.50 14.00
5000 261.0 m/z 112.10 47 .61%
67.0
9 |||
o ST L zore | jsososere
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester sy P
261.0 13.50 14.00
m/z 57.05 42.98%
5000 70.0
149.0
219.0
o2 L S e P
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\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 12 Tricosyl trifluoroacetate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.845 4.25 ng 135158  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 90
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 87
Abundance Scan 1999 (13.845 min): BF133769.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0
111.1
— —
‘H ‘ 9 13.50 14.00
0 ‘mw““LM‘mwu«@1‘q“w“u“w“_“w“u“w m/z 43.05 87.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #320429: Tricosyl trifluoroacetate
57.0
5000 — e
111.0 13.50 14.00
m/z 55.00 67.40%
ol ‘ J‘ Lid J 167.0222.0 204.0 3670
\\\‘\\\\‘\\\! \1\\‘!\\\[\\1\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342427: Tricosyl heptafluorobutyrate
57.0
— ——
13.50 14.00
m/z 83.05 57.21%
5000 1h10
0 Lhd] H Hl‘ ﬁh.\ 2240 3220 518.
““‘H“H‘ R A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336402: 17-Pentatriacontene — T
43.0 13.50 14.00
m/z 41.05 55.41%
h LJ\JM
0 ﬂ | L15.3 0210.0267.0321.0 490.0
““H‘_‘H R R ARRAREERERERSERSS — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 13 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.898 5.19 ng 164890  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2008 (13.898 min): BF133769.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1
‘ 1350  14.00
41.0 197.1 . :
o‘mm“h‘ A \“ H‘ WA m/z 43.05 72.95%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — e
13.50 14.00
m/z 71.05 66.22%
ol L H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— =
13.50 14.00
5000 m/z 85.10 50.96%
‘ 9.0
41.0
50l L1 140mms0zs0 2900
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 13.50 14.00
m/z 41.00 25.71%
5000
9.0
0 \‘ \‘\ A \“\ h\ ‘\‘ H‘ 141 01783 0225 0267 o 338 o
e e e — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\

BF133769.D
: 15 Jun 2023 11:54
: CG\JU
: 03152-01
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

RE137-CARBON-20230609

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Tetracosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.374 6.11 ng 194033  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Pentacosane 352 (C25H52 000629-99-2 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2089 (14.374 min): BF133769.D\data.ms (-2085) (- m/z 57.10 100.00%
57.1

-

5000
’ 14.00 14.50
141.1
ol AL w“u”‘ Lin383d 239128113232 m/z 43.05 66.45%
mi/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 — ——
14.00 14.50
m/z 71.10 59.50%

9.0
| | ;141.0183.0225.0267.0 338.0

\\‘\\\x‘\‘\\\‘r\\\‘\\\\‘\\\\|\\\\

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

o
(&1 =
| y
o -

14.00 14.50
5000 m/z 85.05 44 .14%

9.0
oLl ] 141018302250 2810 337.0 394
A b 7018302250 2810 337.0 394

g

m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane

57.0 14.00 14.50

m/z 55.10 24.41%
5000
9.0
““‘“““““““‘“““““““““ — —

m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 15 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.810 5.24 ng 177859  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2163 (14.809 min): BF133769.D\data.ms (-2159) (- m/z 57.10 100.00%
57.1

-

5000
‘ 1450 15.00
7.1 . !
o‘HH“"J‘ﬂ‘lmmm»‘,‘2‘?"?"%”_HwHH‘HHw‘_m_wm m/z 43.05  62.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — e
14.50 15.00
m/z 71.05 59.96%
okl | 1 || }27:0197.0 267.0337.0407.0 491.0562.0
‘HH‘\\H‘\\\\‘\\\I]WHT[HT\‘TFH}HH‘H\\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
— —
14.50 15.00
5000 ITI/Z 85.05 43.,29%

1 |1 }27-0197.0267.0 338.0

-

O A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287977: Heptacosane o T
57.0 14.50 15.00
m/z 55.10  22.89%
5000

-

0 |11, 127:0107.0267.0 3800
A 0207 0 8800

‘\ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 16 Octacosane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.292 5.77 ng 196073  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2245 (15.292 min): BF133769.D\data.ms (-2240) (- m/z 57.05 100.00%
57.0
- M
1500 1550
410 302.1 : :
ol ““ A “w“‘ Li40 19702391 3021 m/z 43.05 63.62%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
15.00 15.50
m/z 71.05 55.83%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
T —
15.00 15.50
5000 m/z 85.05 46.73%
oLy | H\\ H | 141-0183.0225.0267.0300.0 365.0
iy “““‘“““‘““““““‘,““‘
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane 7 —
57.0 15.00 15.50
m/z 55.00  24.29%
- W
oL ‘L‘ 1 M | 141:0183.0225.0267.0309.0 367.0
e e —— —
m/z--> 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\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 17 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.839 5.28 ng 179219  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
Abundance Scan 2338 (15.839 min): BF133769.D\data.ms (-2332) (- m/z 57.05 100.00%
57.0
0 1550 16,00
1411 . .
- u““ J w“w“L LG 197223002800 0 h; 7110 67.97%
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 — —
15.50 16.00
m/z 43.05 65.32%
O]- q L\ uh\ u\w H h }4% 9]\'83 9?25 0267.0 309.0 380(
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
— —
15.50 16.00
5000 m/z 85.05 50.46%
9.0
oL 1|11 141018302250 2050 3520
A
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ —
57.0 15.50 16.00
m/z 55.00  25.85%
h WMMW
ol ‘L‘ 1 M | 141:0183.0225.0267.0309.0_367.0
L e e A T e T B — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 18 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.462 4.37 ng 148383  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 83
5 Hexadecane 226 C16H34 000544-76-3 81
Abundance Scan 2444 (16.462 min): BF133769.D\data.ms (-2439) (-] ' m/z 57.10 100.00%
57.1
2000 A‘/J\M
—
| LT 1601 2250 2831 16.50
ol kL b Ly J001. 2200 2831 3801 h/p 7110 67.62%
miz--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 1
16.50
m/z 43.05 65.87%
0 ‘H\L 170 1690 2250 3000 3650 4361
\\\!‘ \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
—
16.50
5000 m/z 85.05 44 .13%
1
oL ‘ | ‘ “ f? ,183.0231.0 287.0 343.0 414.0
e N AL AL I e e
m/z--> 0 lOO 150 200 250 300 350 400
Abundance #287976: Heptacosane T
57.0 16.50
m/z 55.05 23.20%
o /M/M
oL LT 1690 2250 2810 3800
el ‘w“‘\“‘w‘“w“‘w“‘w“‘w““ —
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 19 Docosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.186 3.29 ng 111711  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 72
2 Hexacosane 366 C26H54 000630-01-3 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Nonadecane 268 C19H40 000629-92-5 64
5 Heptacosane 380 C27H56 000593-49-7 50

Abundance Scan 2567 (17.186 min): BF133769.D\data.ms (-2562) (- m/z 57.05 100.00%

57.0
5000

— —
17.00 17.50

165.1
ol ok “‘1‘ w‘u “‘ywWw WL A8 28T ny 7110 57.46%
miz--> 50 100 150 200 250 300 350
Abundance #212281: Docosane
57.0
5000 —— e
17.00 17.50

m/z 43.05 57.32%

9.0
ol L L 1401830 225.0 267.0 310.0
\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
7 —
17.00 17.50
5000 ITI/Z 85.10 45.71%
9.0
ol L L1 | 14018302250 2670 3000 366
e L e B LI B B e
mlz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane T —
57.0 17.00 17.50

m/z 55.10  22.13%

o MWWW
I

9.0 10
0 ‘\“ “ ‘“‘ “\ ‘H\‘ H‘ | \\ d l :!'830 25\4'0

T T
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 20 Sulfurous acid, 2-propyl tr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.039 3.23 ng 109750  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 64
2 Triacontane 422 C30H62 000638-68-6 59
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 59
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 53
Abundance Scan 2712 (18.039 min): BF133769.D\data.ms (-2709) (-} | m/z 57.05 100.00%
57.0
173.0 EI.8‘O(5 |
127.1 .0 2252 .
bl 281.0 m/z 71.10 77.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000 —— :
18.00
m/z 43.00 58.03%
7.0
M \ 182.0
0\“\‘1‘1‘“!\“\“\H\”\\’\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
R \
18.00
5000 m/z 85.10 42.79%
13.0
0 b h‘ L 1\69'\0‘2‘25‘0 281.0 337.0 42|2'(
A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #45503: Decane, 2,9-dimethyl- —
43.0 18.00
m/z 97.10 20.07%
RIRREE
oA AL e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@61523\
Data File : BF133769.D

Acqg On : 15 Jun 2023 11:54

Operator : CG\JU

Sample : 03152-01 :

Misc : RE137-CARBON-20230609

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Trichloroethylene 2.422 31.4 ng 1106930 1 6.828 705064 20.0
Ethane, 1,1,2-t... 4.098 50.2 ng 1770850 1 6.828 705064 20.0
1,2-Ethanediol,... 5.004 37.1 ng 1308640 1 6.828 705064 20.0
2-Pentanone, 4-... 5.045 3.5 ng 125196 1 6.828 705064 20.0
2,5-Hexanedione 5.987 3.1 ng 109204 1 6.828 705064 20.0
Triethyl phosphate 7.533 4.2 ng 178067 2 8.110 854983 20.0
Benzophenone 10.575 3.2 ng 146932 3 9.869 916534 20.0
n-Hexadecanoic ... 11.880 8.2 ng 353595 4 11.357 858819 20.0
Octadecanoic acid 12.663 6.5 ng 281085 4 11.357 858819 20.0
Heneicosane 13.339 5.2 ng 166300 5 13.998 635509 20.0
1,4-Benzenedica... 13.616 13.9 ng 440576 5 13.998 635509 20.0
Tricosyl triflu... 13.845 4.3 ng 135158 5 13.998 635509 20.0
Octacosane 13.898 5.2 ng 164890 5 13.998 635509 20.0
Tetracosane 14.374 6.1 ng 194033 5 13.998 635509 20.0
Tetratetracontane 14.810 5.2 ng 177859 6 15.457 679291 20.0
Octacosane, 2-m... 15.292 5.8 ng 196073 6 15.457 679291 20.0
Heptacosane 15.839 5.3 ng 179219 6 15.457 679291 20.0
Hentriacontane 16.462 4.4 ng 148383 6 15.457 679291 20.0
Docosane 17.186 3.3 ng 111711 6 15.457 679291 20.0
Sulfurous acid,... 18.039 3.2 ng 109750 6 15.457 679291 20.0

8270-BF060923.M Fri Jun 16 10:22:17 2023

Pag 25



