LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acqg On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc :

ALS vial : 9 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_ G\Methods\8270-BG110122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55423.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.317 3 5 18 rvB 48515 76893  2.28% 0.149%
2 5.280 333 339 347 rBvV 72985 113553 3.37% 0.221%
3 5.767 415 422 430 rBV 388980 632733 18.75% 1.229%
4 7.101 640 649 657 rVB4 15482 40267 1.19% ©.078%
5 7.389 691 698 715 rBV 378718 671179 19.89% 1.303%
6 7.559 718 727 738 rV2 27084 61794 1.83% 0.120%
7 7.812 763 770 778 rBV 83470 138563 4.11% 0.269%
8 8.241 837 843 849 rBV 119835 195509 5.79% 0.380%
9 8.429 870 875 886 rvB3 22824 56458 1.67% 0.110%
10 8.875 946 951 964 rBV4 14953 42565 1.26% ©.083%
11  9.416 1036 1043 1052 rBV 247673 436318 12.93% 0.847%
12 9.651 1075 1083 1088 rBV 36195 65130 1.93% 0.126%
13 9.710 1088 1093 1104 rVB2 35006 77747 2.30% 0.151%
14 10.021 1140 1146 1155 rVB2 21900 49255 1.46% ©.096%
15 10.403 1205 1211 1215 rBV 24811 40447 1.20% ©0.079%
16 10.685 1253 1259 1265 rBV2 23146 45651 1.35% ©.089%
17 11.e67 1311 1324 1333 rBV 165775 335492 9.94% 0.652%
18 11.143 1333 1337 1349 rVB3 23832 48717 1.44% 0.095%
19 12.177 1509 1513 1521 rBV3 40609 73423 2.18% 0.143%
20 12.266 1522 1528 1533 rVV 87767 126897 3.76% 0.246%
21 12.618 1584 1588 1591 rBV2 44106 75250  2.23% 0.146%
22 13.000 1646 1653 1657 rBvV3 44785 98436 2.92% 0.191%
23 13.165 1676 1681 1688 rBV4 96722 272985 8.09% ©.530%
24 13.270 1695 1699 1708 rVB 173023 314595 9.32% 0.611%
25 13.364 1711 1715 1716 rBV2 97438 122757 3.64% 0.238%
26 13.423 1722 1725 1730 rVB2 165607 227834 6.75% 0.442%
27 13.482 1730 1735 1744 rBV 688918 1149313 34.07% 2.232%
28 13.582 1748 1752 1756 rVvv2 107738 167391 4.96% 0.325%
29 13.740 1777 1779 1783 rVB3 57054 60491 1.79% 0.117%
30 13.793 1784 1788 1792 rBV 149344 223738 6.63% 0.434%
31 13.893 1798 1805 1811 rVB2 598805 1352936 40.10% 2.627%
32 13.952 1812 1815 1817 rBV 74684 96608 2.86% 0.188%
33 13.987 1817 1821 1826 rVVv2 177217 309892 9.19% 0.602%
34 14.040 1827 1830 1834 rVB2 119409 153705 4.56% 0.298%
35 14.093 1836 1839 1842 rVB 72337 83198 2.47% 0.162%
36 14.134 1843 1846 1849 rBV2 78216 100569 2.98% 0.195%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acqg On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc :

ALS vial : 9 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_ G\Methods\8270-BG110122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.210 1856 1859 1870 rVB3 96715 164165 4.87% 0.319%
38 14.304 1871 1875 1879 rVB 150467 185560 5.50% 0.360%
39 14.563 1917 1919 1922 rBV 50248 47678 1.41% 0.093%
40 14.780 1952 1956 1961 rBV 567395 836337 24.79% 1.624%
41 14.863 1965 1970 1974 rBvV2 437911 695845 20.62% 1.351%
42 14.998 1990 1993 1997 rVB2 232240 287328 8.52% 0.558%
43 15.215 2028 2030 2034 rBV2 108230 112379 3.33% 0.218%
44 15.650 2100 2104 2109 rBV 258310 552792 16.38% 1.074%
45 15.761 2119 2123 2128 rVB 879933 1123050 33.29% 2.181%
46 15.861 2138 2140 2144 rVB2 271021 300090 8.89% 0.583%
47 16.502 2247 2249 2254 rVB2 829909 956426 28.35% 1.857%
48 16.966 2323 2328 2334 rVB 2330083 3373822 100.00% 6.552%
49 17.031 2335 2339 2343 rVB 907884 1179360 34.96% 2.290%
50 17.642 2439 2443 2448 rVB 1630807 2262223 67.05% 4.393%
51 17.712 2451 2455 2461 rVB2 725508 1153033 34.18% 2.239%
52 18.358 2560 2565 2572 rVB2 1560148 2568275 76.12% 4.988%
53 18.922 2658 2661 2665 rBV 1311933 1810162 53.65% 3.515%
54 18.964 2666 2668 2672 rVB 1194410 1263352 37.45%  2.453%
55 19.298 2721 2725 2732 rVV 2198589 3060547 90.71% 5.944%
56 19.363 2733 2736 2742 rVB 1046389 1427825 42.32% 2.773%
57 19.833 2812 2816 2820 rBV 1678971 2098931 62.21% 4.076%
58 19.898 2824 2827 2829 rBV 654092 724153 21.46% 1.406%
59 20.168 2870 2873 2879 rVB 928787 1204626 35.71% 2.339%
60 20.356 2902 2905 2909 rVB 1237318 1499287 44.44% 2.912%
61 20.838 2984 2987 2993 rVB 971558 1266095 37.53% 2.459%
62 21.102 3028 3032 3036 rVB 1960398 2415112 71.58% 4.690%
63 21.173 3041 3044 3052 rVB 981344 1387953 41.14% 2.695%
64 21.619 3115 3120 3127 rVV 1409877 2139655 63.42%  4.155%
65 21.696 3129 3133 3141 rVB2 782557 1455984 43.16% 2.827%
66 22.172 3211 3214 3222 rVB 953081 1515359 44.92% 2.943%
67 23.165 3378 3383 3392 rVB 1458336 2649259 78.52% 5.145%

68 23.946 3511 3516 3523 rVB 798513 1638780 48.57% 3.182%

Sum of corrected areas: 51493732
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055423.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000

500000 5.767 7.389 9416

317 5280 | 7.101 |7 556812 828400 5 475 | sooEu.0210.400. 6651043 1322602618301

O\‘\\\\‘\\\\‘\\\\‘\\A\\‘\\\\‘\\\\‘\\\\‘\‘V_!‘\W"\‘F\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG055423.D\data.ms
4000000 19.p98 21.102

3500000 16:366 18.358 S
TV° 18l964

19.833 50 356

20.168 20.838]  21.619
211173

19898
2500000 21.69622.172
16.502 1431 71
2000000 [
15.761
1500000 A

1000000

3000000 17.642 191363

500000 | 21 a3 SR

e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG055423.D\data.ms
4000000

3500000
3000000
23.165
2500000

2000000 23.946

1500000
1000000
500000

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 unknown7.812 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.812 14.17 ng 138563 1,4-Dichlorobenzene-d4 8.241

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 38
2 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 38
3 Carbonic acid, nonyl prop-1l-en-2... 228 C13H2403 1000382-53-9 37
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 37
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 37

Abundance Scan 770 (7.812 min): BG055423.D\data.ms (-763) (-) m/z 43.00 100.00%

43.0
57.0
5000 71.0
86.0
R R
‘ I ‘M‘ i “H 10‘9.0 12‘7.0 7.40 7.60 7.80 8.00 8.20o
O+ e e e e e e e e m/z 57.00 69.84%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
71.0
5000 DL B R R N
43.0 7.40 7.60 7.80 8.00 8.20
m/z 71.00 46.69%
29.0 85.0 0
S S
O H‘\\\‘\‘H\\“1\\\‘\H‘}‘\}Hl}\H‘\MH‘\H‘\“HH‘EH\‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #33098: Octane, 2,3,3-trimethyl-
43.0 57.0
RERRRREsmEEE S
71.0 7.40 7.60 7.80 8.00 8.20
5000 85.0 m/z 41.00 38.85%
29.0
113.0
A A -3
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester R AR R
43.0 7.40 7.60 7.80 8.00 8.20
m/z 86.00 35.68%
57.0
5000 71.0
29.0 85.0
0 1030 1260 PR e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 1-Decanol, 2-hexyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.893 38.89 ng 1352940  Acenaphthene-d10 14.857
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64
2 Butyl octacosyl ether 467 C32H660 1000406-41-1 53
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 50
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 47
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 43
Abundance Scan 1805 (13.893 min): BG055423.D\data.ms (-1798) (- | m/z 57.00 100.00%
57.0
5000 M\J\WM
— ——
H ‘ ‘ | 1111.11551 o 13.50 14.00
o‘m«w“‘whwH‘mH‘Hu\‘mWm‘mwm m/z 99.16  33.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
5000 b 2
11.0 13.50 14.00
m/z 43.00 28.15%
O+ ‘\““ T ‘\M‘\““ U‘\‘I‘\]‘ws‘ﬁ\.\o\ \‘|2\2\4\.(\)| L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #330748: Butyl octacosyl ether
57.0
— ——
13.50 14.00
5000 m/z 41.00 26.92%
11.0
ol LUl 16702100 26403080 3920
LB e B e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #143304: Carbonic acid, dodecyl vinyl ester — ——
57.0 13.50 14.00
m/z 69.00 23.38%
o W/LWM
30 18802130
TR i — ——
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknownl4.780 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.780  24.04 ng 836337  Acenaphthene-di0 14.857
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 47
2 Disulfide, bis(1,1,3,3-tetrameth... 290 C16H34S2 029956-99-8 43
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 39
4 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 38
5 Carbonic acid, but-2-yn-1-yl oct... 366 C23H4203 1000383-21-3 38
Abundance Scan 1956 (14.780 min): BG055423.D\data.ms (-1952) (- | m/z 57.00 100.00%
57.0
113.1 —— e
‘ ‘ ‘ ‘ 1671 14.50 15.00
ol I 1671 2211 mjz 113.05  18.79%
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 = .
14.50 15.00
m/z 41.00 18.61%
0 19-m \‘\ | ‘ \H\ {‘ \‘\ \h \\8‘10 2220 264.0 308.0
\\\\‘ \\ T T \\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #186561: Disulfide, bis(1,1,3,3-tetramethylbutyl)
57.0
—— —
14.50 15.00
5000 m/z 69.00 14.67%
113.0
o0 [ L 1630 290.0
=
m/z--> 50 100 150 200 250 300
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester —— ——
57.0 14.50 15.00
m/z 55.00 12.96%
5000
113.0
ol e o
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 2,4,4,6,6,8,8-Heptamethyl-2... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.650 15.89 ng 552792  Acenaphthene-d10 14.857
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,4,6,6,8,8-Heptamethyl-2-nonene 224 C16H32 039761-73-4 59
2 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 59
3 2H-Pyran-2-one, 5,6-dihydro-6-pe... 168 C10H1602 054814-64-1 53
4 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 53
5 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 53

Abundance Scan 2104 (15.650 min): BG055423.D\data.ms (-2100) (- | m/z 97.10 100.00%

97.1
57.0
5000
It M‘ \\H il ‘\ 139.1

——— —

H 266.1 15.50 16.00
et T AB8L | 21022872 00 b 69, 55%
miz-> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #104613: 2,4,4,6,6,8,8-Heptamethyl-2-nonene
97.0

o

%

5000 — —
15.50 16.00
m/z 55.08  36.20%

55.0

224.0
”\ | 1126.0 159.0188.0 |

‘H\\‘\\\\‘\\H‘\H\‘HH‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #282964: Sulfurous acid, cyclohexylmethyl tetradecyl est
97.0

o

%

— ——
15.50 16.00

5000 m/z 69.00  34.09%
55.0

27\0\‘ \‘ h” \‘\ \‘ 127.0 168.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43070: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl- —— ——
97.0 15.50 16.00

m/z 43.00 24.65%

o

68.0

50001 41.0

0 H ‘H \‘ el 13901680
T T e T T T T T T T T T T T T T T

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1Isoxazole, 3,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.762  32.28 ng 1123050  Acenaphthene-d10 14.857
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 59
2 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 45
3 2-Thiophenylacetic acid, 2-fluor... 236 C12H9F02S 1000325-71-6 45
4 2-Thiopheneacetic acid, 1-cyclop... 238 C13H1802S 1000278-96-0 39
5 2H-Pyran-4-carboxylic acid, 3,4-... 170 C9H1403 038858-64-9 39
Abundance Scan 2123 (15.761 min): BG055423.D\data.ms (-2119) (- | m/z 97.10 100.00%
97.1
55.0 i —
H 15.50 16.00
266.1
0ot et o b, 13721681 2182 DT s 55.e0  20.77%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3333: Isoxazole, 3,5-dimethyl-
97.0
5000 —r ——
54.0 15.50 16.00
m/z 57.00 20.57%
O H\‘\‘\‘H“h\\}‘\‘iH‘\‘\“‘HH“HH’HH‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #51233: Cycloheptane, bromo-
550 010
—— —
15.50 16.00
5000 ITI/Z 41.00 11.62%
27 0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #118117: 2-Thiophenylacetic acid, 2-fluorophenyl ester P ——
97.0 15.50 16.00
m/z 43.00 11.08%
5000
236.0
0 45\ (\) il 12 0 208.0 ‘
e e e e P ——
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 unknownl6.966 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.966  29.83 ng 3373820  Phenanthrene-d10 17.595
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 4-tridecyl ester 298 C19H3802 1000279-29-3 47
2 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 47
3 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 039212-23-2 43
4 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 40
5 Hexanoic acid, 4-tetradecyl ester 312 C20H4002 1000279-29-8 38
Abundance Scan 2328 (16.966 min): BG055423.D\data.ms (-2323) (- 57.10 100.00%
57.1
99.1
5000
155.1 17 00
ob— H ““ M L AL 2102 246.2 281.1 99.10  65.25%
miz--> 50 100 150 200 250
Abundance #197313: Hexanoic acid, 4-tridecyl ester
99.0
43.0
5000
17 00
m/z 69.05 25.56%
182.0
0 ‘H‘” “\\“1‘3‘9?‘!\ ““““25‘5"0“‘
miz—-> 50 100 150 200 250
Abundance #197315: Hexanoic acid, 6-tridecyl ester
99.0
——
43.0 17.00
5000 m/z 41.00 24.23%
n
ol b g g00 T 220
m/z--> 50 100 150 200 250
Abundance  #33895: 2(3H)-Furanone, 5-butyldihydro-4-methyl- ——
99.0 17.00
m/z 55.00 22.43%
5000
69.0
32.(“
AR D DT R -
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Cyclopentanecarboxylic acid... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.358 22.71 ng 2568280  Phenanthrene-d10 17.595
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 64
2 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 59
3 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 59
4 Cyclohexene, 1-(1,1-dimethyletho... 168 C11H200 040648-24-6 53
5 2-Thiopheneacetic acid, 1-cyclop... 238 C13H1802S 1000278-96-0 53
Abundance Scan 2565 (18.358 min): BG055423.D\data.ms (-2560) (- | m/z 97.10 100.00%
97.1
5000 271 /w/‘/\/\w
— ——
| ‘ L a0 1223 18.00 18.50
ol bl A0 207 2741 995 myz 57.10  46.94%
m/z--> 50 100 150 200 250 300
Abundance #246423: Cyclopentanecarboxylic acid, 4-hexadecyl este
97.0
5000 — ——
41.0 18.00 18.50
m/z 55.00 24.69%
L 169.0 224.0
O' \“‘\ ‘ \h\‘\ T ‘ L ‘ T \‘\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance 3333: Isoxazole, 3,5-dimethyl-
97.0
— ——
18.00 18.50
5000 54.0 ITI/Z 99.10 14.75%
0“\‘“h‘\‘\}w“““““"\\\‘\\\\‘\\\\‘\\\\‘\\\\ WW\/\/WJ\\J\/\
miz--> 50 100 150 200 250 300
Abundance #12894: 1H-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethyl- — —
97.0 18.00 18.50
m/z 69.05 14.72%
5000 M“]\WNM
56.0
AT T 50T U b
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, (1-methyltridecyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.922 16.00 ng 1810160  Phenanthrene-d10 17.595
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 91
2 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 87
3 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 87
4 Benzene, (1-methylnonyl)- 218 Cl6H26 004537-13-7 72
5 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 64
Abundance Scan 2661 (18.922 min): BG055423.D\data.ms (-2658) (- | m/z 105.05 100.00%
105.1
5000
19.00
41.0 274.1 :
ol “ p“ 1471 189.1 2821 |7 8223 n/z 106.00  15.85%
m/z--> 50 100 150 200 250 300 350
Abundance #166414: Benzene, (1-methyltridecyl)-
105.0
5000 1
19.00
m/z 91.00 14.26%
274.0
0 410 1 147.0 189.0 231.0 7]
\\\‘\\\\‘\11\’\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #148575: Benzene, (1-methyldodecyl)-
105.0
——
19.00
5000 m/z 274.15 6.35%
o 69.0 | | 1470 1000  2%90
I L B e o
m/z--> 50 100 150 200 250 300 350
Abundance #114094: Benzene, (1-methyldecyl)- ”TA7 =
105.0 19.00
m/z 104.10 6.13%
5000
232.0
ol 850 | | 1470 1900 N\
e T e T = P
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknownl9.299 Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
19.299  27.06 ng 3060550  Phenanthrene-d10 17.595
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 43
2 Hexanoic acid, 4-tridecyl ester 298 C19H3802 1000279-29-3 43
3 Heptane, 3-(chloromethyl)- 148 C8H17C1 000123-04-6 38
4 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 38
5 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 38

Abundance Scan 2725 (19.298 min): BG055423.D\data.ms (-2721) (1 m/z 99.10 100.00%
57.1 99.1
5000
155.1 e —
H ‘ | ] 19.00 19.50
ol bbby 1 2112 2591 3183361 /7 57,10  95.10%
m/z--> 50 100 150 200 250 300 350
Abundance #197315: Hexanoic acid, 6-tridecyl ester
99.0
43.0
5000 —r— —
19.00 19.50
m/z 69.05 33.43%
“ ‘ H 182.0
O+ H“[“M h!“ \“‘”\‘ rh‘“\l\49.‘0\ T \“\ “ \2\27\(\)‘ L B B
miz--> 50 100 150 200 250 300 350
Abundance #197313: Hexanoic acid, 4-tridecyl ester
99.0
—— —
43.0 19.00 19.50
5000 m/z 111.10 29.04%
182.0
NIRRT ENIEE T b T S—
m/z--> 50 100 150 200 250 300 350
Abundance #26791: Heptane, 3-(chloromethyl)- T —
57.0 19.00 19.50
m/z 55.05 27.67%
5000
J 99.0
K B 12 N SR
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BG110122.M Mon Nov 07 14:39:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On 2 Nov 2022 20:32

Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 unknownl9.363 Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
19.363 12.62 ng 1427830  Phenanthrene-d10 17.595
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 47
2 1-Isobutyl-3-methylbutyl methylp... 224 C1@H22F02P 193090-16-3 42
3 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 38
4 Fumaric acid, 2,4,4-trimethylpen... 372 C18H22C1204 1000405-61-1 38
5 Fumaric acid, 2,4,4-trimethylpen... 356 C18H22C1F04 1000405-60-9 38

Abundance Scan 2736 (19.363 min): BG055423.D\data.ms (-2733) (- | m/z 99.10 100.00%
57.1 99.1
5000
155.1 P ——
‘ ‘ | ‘ 19.00 19.50
ol bl f 1 20612452 3041347.2 /7 57.10 92.22%
m/z--> 50 100 150 200 250 300 350
Abundance #91505: (.+/-.)-Dethiobiotin
99.0
5000 — —
19.00 19.50
440 m/z 69.00 28.88%
ol M‘. 1 L 15‘50 2140
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #103564: 1-Isobutyl-3-methylbutyl methylphosphonofluor
99.0
P P
19.00 19.50
5000 m/z 111.10 27.24%
57.0
il
I s
m/z--> 50 100 150 200 250 300 350
Abundance #65341: Hexanoic acid, 3-chloroprop-2-enyl ester — ——
99.0 19.00 19.50
m/z 55.00 21.98%
43.0
5000
155.0
ol oo 1920
T T A T e R P P
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BG110122.M Mon Nov 07 14:39:25 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 unknownl19.833 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.833 28.83 ng 2098930  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanedioic acid, 2-propenyl-, ... 172 C8H1204 040637-56-7 47
2 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 38
3 5,11-Diethyl-8-methyl-7,9-dioxap... 286 C18H3802 1000334-83-1 28
4 1-Heptacosanol 396 C27H560 002004-39-9 25
5 Ethyl 3-[(4-ethylpiperazin-1-yl)... 330 C13H22N404S 1000514-46-7 25
Abundance Scan 2816 (19.833 min): BG055423.D\data.ms (-2812) (- | m/z 57.10 100.00%
57.1
113.1
5000
P e
‘ ‘ | ‘ 169 1 1950 20.00
ol bbb b TP 225226513092 8765 /7 113.18  56.66%
m/z--> 50 100 150 200 250 300 350
Abundance #47834: Propanedioic acid, 2-propenyl-, dimethyl ester
113.0
59.0
5000 — ——
19.50 20.00
m/z 111.10  23.99%
O \\‘\H[]-\?\z\.q‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #206619: Sulfurous acid, di(2-ethylhexyl) ester
57.0
P e
19.50 20.00
5000 m/z 69.05 23.23%
113.0
m/z--> 50 100 150 200 250 300 350
Abundance #181802: 5,11-Diethyl-8-methyl-7,9-dioxapentadecane — —
57.0 1130 19.50 20.00
157.0 m/z 97.10 20.607%
5000
SIS R .-/ S
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.356  20.59 ng 1499290  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 64
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 53
3 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 45
4 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 45
5 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 45
Abundance Scan 2905 (20.356 min): BG055423.D\data.ms (-2902) (- | m/z 97.10 100.00%
97.1
5000
55.0 — —
‘ ‘ 1531 2172 20.00 20.50
ol ALl 259 21722500 3152 8783 ./, 57.10  36.22%
m/z--> 50 100 150 200 250 300 350
Abundance #3333: Isoxazole, 3,5-dimethyl-
97.0
5000 T j i
54.0 20.00 20.50
m/z 99.10 21.31%
O\\“\‘\h“‘w”‘\”\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
— ——
20.00 20.50
5000 m/z 55.00 20.19%
:
m/z--> 50 100 150 200 250 300 350
Abundance #13233: 2-Hexene, 3,4,4-trimethyl- — —
97.0
550 20.00 20.50
m/z 43.05 10.66%
5000
0 — —
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 7-Ethyl-4-tridecen-6-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.838 17.39 ng 1266100  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 64
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
3 7-Ethyl-4-tridecen-6-one 224 C15H280 1010374-07-1 59
4 4-Methyl-2,3-hexadien-1-o0l 112 C7H120 1000196-09-6 50
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 50
Abundance Scan 2987 (20.838 min): BG055423.D\data.ms (-2984) (- | m/z 97.10 100.00%
97.1
5000
2050  21.00
41. . .
153.1
ol bl L 220 2172 2801 3292 3924 /7 57.10  46.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3333: Isoxazole, 3,5-dimethyl-
97.0
5000 — —
54.0 20.50 21.00
m/z 55.00 17.41%
O \\“\‘\h“‘w”‘\”\“\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-
97.0
— ——
20.50 21.00
5000 m/z 113.10 17.12%
41.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104528: 7-Ethyl-4-tridecen-6-one — —
97.0 20.50 21.00
m/z 98.10 10.43%
5000
140.0
41.
ol A880 - _—
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 4-Butoxy-2,4-dimethyl-2-pen... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.102  33.17 ng 2415110  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 53
2 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 38
3 3-Hydroxy-2,3,4,4-tetramethyl-pe... 202 C11H2203 1000194-64-5 38
4 Tributyl phosphate 266 C12H2704P 000126-73-8 38
5 2,4,4-Trimethyl-1-pentyl methylp... 210 C9H20FO2P 333416-06-1 38

Abundance Scan 3032 (21.102 min): BG055423.D\data.ms (-3028) (- | m/z 99.10 100.00%

99.1
5000
155.1
T
21.00 21.50
| 211.2254.1 307.1 389.3

1l
H et DL 9995 m/z 57.10  82.46%
50

m/z--> 100 150 200 250 300 350 400
Abundance #45422: 4-Butoxy-2,4-dimethyl-2-pentene
99.0

43.0

o

5000 T
155.0 21.00 21.50
m/z 111.10 31.35%

‘ \\\\“\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #72420: 1-Pyrrolidinocarbonylmethyl piperazine
99.0

T
21.00 21.50

o

m/z 69.05 29.33%
50001 &g /
‘ T ““A”A”Xﬂ«AJLAaﬁKAFJ
: Loasme
m/z--> 50 100 150 200 250 300 350 400
Abundance #77620: 3-Hydroxy-2,3,4,4-tetramethyl-pentanoic acid, et P —
43.0 99.0 145.0 21.00 21.50

m/z 97.10  28.18%

Wil s

11880

\h\\
l L —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 unknown21.173 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.173 19.07 ng 1387950  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-t-butyl fumarate 228 C12H2004 007633-38-7 38
2 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 055013-32-6 32
3 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 32
4 1-Isobutyl-3-methylbutyl methylp... 224 C10H22FO02P 193090-16-3 28
5 D-Gulonic acid, .gamma.-lactone,... 254 C10H16B206 074128-60-2 28

Abundance Scan 3044 (21.173 min): BG055423.D\data.ms (-3041) (- m/z 99.10 100.00%

99.1
5000
155.1

43.Q

T
217.2 21.00 21.50

o“‘Jf Loho Ll 26313152 3893 u; 57,10 72.17%

“\\ ‘\ |
m/z--> 50 100 150 200 250 300 350 400
Abundance #108742: Di-t-butyl fumarate
99.0

155.0
5000 e e
21.00 21.50
410 m/z 111.10  32.38%
0 ‘NNWWwN"ﬂ",MJ‘%¥%Q“‘H“““‘H“““
m/z--> 50 100 150 200 250 300 350 400
Abundance #33922: 2(3H)-Furanone, 5-butyldihydro-4-methyl-, cis-
99.0
21.‘00 21.‘50
5000/ 42.0 m/z 155.10 30.89%
0 ’\1 ‘\‘\‘J"E’)?"O‘“HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #32912: 2,2-Dimethyl-3-octanone — —
57.0 21.00 21.50

m/z 69.00 27.63%

e *A”AﬂxﬂﬂAJtﬂﬁfﬂﬂy\JL

| 156.0

T T
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Data Path :
Data File :

Acq On
Operator
Sample

Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\

BGO55423.D
2 Nov 2022 20:32
: CG/JU
: N5204-01
: 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

BG110122.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 unknown2l.619 Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
21.619 29.39 ng 2139660  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 5,11-Diethyl-8-methyl-7,9-dioxap... 286 C18H3802 1000334-83-1 32

2 Pyrazole, 3-nitro- 113 C3H3N302 026621-44-3 25
3 Butyl tetratriacontyl ether 551 C38H780 1000406-41-4 25
4 Ribitol, 1,3:4,5-di-O-(ethylbora... 212 C9H18B204 1000149-52-8 25
5 5-Nonanone, 2,2,8,8-tetramethyl- 198 C13H260 005709-95-5 25
Abundance Scan 3120 (21.619 min): BG055423.D\data.ms (-3115) (- | m/z 57.10 100.00%
57.1
113.1
5000
—— —
| ‘ ‘ \ l 169.1 21.50 22.00
bbb d 2252 8011 3712 4484 /7 113.10  70.72%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181802: 5,11-Diethyl-8-methyl-7,9-dioxapentadecane
57.0 113.0
5000 — ——
21.50 22.00
m/z 111.10 29.44%
0 ”\]\’7302710
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7720: Pyrazole, 3-nitro-
118.0
—— —
21.50 22.00
5000 ITI/Z 97.10 29.30%
40.0
(oL L1 U B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343818: Butyl tetratriacontyl ether T —
57.0 21.50 22.00
m/z 69.05 25.56%
5000
111.0
0 A \\‘ ‘ A“ \HJ i nL L h1‘67'0 2220 2960 4760
e R e e — ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Dibutyl itaconate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.696  20.00 ng 1455980  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibutyl itaconate 242 C13H2204 002155-60-4 50
2 2H-Pyrrol-2-one, 1,5-dihydro-4-m... 113 C5H7NO2 069778-83-2 46
3 5,11-Diethyl-8-methyl-7,9-dioxap... 286 C18H3802 1000334-83-1 43
4 Borinic acid, diethyl-, (2-ethyl... 198 C9H20B203 058163-56-7 43
5 Ethosuximide 141 C7H11NO2 000077-67-8 35

Abundance Scan 3133 (21.696 min): BG055423.D\data.ms (-3129) (- | m/z 57.10 100.00%
57.1

5000
e
169.1 21.50 22.00

217.1
‘I.l’..,2791329240}3448J m/z 113.10  73.90%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #125668: Dibutyl itaconate
113.0
41.0

5000

o

—
21.50 22.00
m/z 111.10  36.32%

‘ 169.0
O"‘\\_‘\‘\\‘1‘MH‘\‘_‘\HM“2‘4‘2,-9‘H_MW,W_
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7792: 2H-Pyrrol-2-one, 1,5-dihydro-4-methoxy-
113.0
21ﬁ50 22ﬁ00

30.0

5000 m/z 69.00 32.54%
L. |

Mmm k\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #181802: 5,11-Diethyl-8-methyl-7,9-dioxapentadecane P
57.0 1130 21.50 22.00
m/z 97.10 28.53%

- M

0 Mﬂu‘ L 1730 271.0
A

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00

o

8270-BG110122.M Mon Nov 07 14:39:33 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Sulfurous acid, di(cyclohex... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.172  20.82 ng 1515360  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 53
2 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1010309-22-7 50
3 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 50
4 Thiophene, 2-hexyl- 168 C1eH16S 018794-77-9 42
5 Thiophene, 2-decyl- 224 Cl14H24s 024769-39-9 40
Abundance Scan 3214 (22.172 min): BG055423.D\data.ms (-3211) (- | m/z 97.10 100.00%
97.1
5000
—— —
43_&% 153.1 22.00 22.50
ol bbbl p ST 224.2 2801 3662 4344 /7 57,10 35.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3333: Isoxazole, 3,5-dimethyl-
97.0
5000 —r ——
43. 22.00 22.50
m/z 99.10 30.03%
O \“\U’“w”‘\“\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #165699: Sulfurous acid, di(cyclohexylmethyl) ester
97.0
—— —
22.00 22.50
5000 m/z 55.00 18.26%
4L ‘ W\\/\/
S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246423: Cyclopentanecarboxylic acid, 4-hexadecyl este T —
97.0 22.00 22.50
m/z 83.10 9.86%
5000 41.0 AXV“uﬂJ\/]\ﬁ«w»Awﬁvﬂ
oLl 6902240 S ——
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Di-t-butyl fumarate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.165 36.39 ng 2649260  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 53
2 Di-t-butyl fumarate 228 C12H2004 007633-38-7 50
3 2,4,4-Trimethyl-1-pentyl methylp... 210 C9H20FO02P 333416-06-1 43
4 Alpinal diethyl acetal 216 C13H2802 1000430-79-8 40
5 Phosphite, tris(2,4-dimethylpent... 376 C21H4503P 1000159-84-4 38

Abundance Scan 3383 (23.165 min): BG055423.D\data.ms (-3378) (- | m/z 99.10 100.00%
1

99.
5000
155.1

gill

—

Y112 23.00 23.50
. |

by L £oR0 2660 3431 4293 4870 nm/z 57.05  74.38%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45422: 4-Butoxy-2,4-dimethyl-2-pentene
99.0

43.0

o

5000 T
23.00 23.50

155.0
m/z 111.10  35.82%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108742: Di-t-butyl fumarate
99.0

e
L 23.00 23.50
5000 550 m/z 97.10 34.09%

a1,
S S VI U 22—
miz--> 50 100 150 200 250 300 350 400 450

Abundance #88123: 2,4,4-Trimethyl-1-pentyl methylphosphonofluorid T
99.0 23.00 23.50

m/z 155.10  33.04%

41.
| % | 154.0

T —
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acq On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 unknown23.946 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.946  20.00 ng 1638780  Perylene-di12 25.256
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4,4-trimethylpentyl ethylphosp... 224 C10H22F02P 333416-13-0 47
2 1H-Pyrazole, 4-nitro- 113 C3H3N302 002075-46-9 43
3 Silane, butyldichloromethyl- 170 C5H12C12Si 018147-23-4 38
4 Borinic acid, diethyl-, (2-ethyl... 198 C9H20B203 058163-56-7 38
5 .beta.-D-Fructopyranose, 2,3:4,5... 368 C17H30B207 1000156-76-8 33
Abundance Scan 3516 (23.946 min): BG055423.D\data.ms (-3511) (- | m/z 57.05 100.00%
57.0 113.1 %JL\/VK
5000
169.1 L
‘ ‘ ‘ \ S 24.00
Of A d 4 2252 3271 39924505 ., 11319 87.98%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #103554: 2,4,4-trimethylpentyl ethylphosphonofluoridate
113.0
5000 1
24.00
m/z 97.10 36.66%
57.0
O \\\\‘“M\Jl\\‘\\‘\\]‘_6\?.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7722: 1H-Pyrazole, 4-nitro-
118.0
——
24.00
5000 m/z 111.10 35.70%
39.0
AW
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45615: Silane, butyldichloromethyl- ——
113.0 24.00
m/z 69.00 24.83%
5000
56.0
Obrrhs il _—
m/z--> 0 50 100 150 200 250 300 350 400 450 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110222\
Data File : BG@55423.D

Acqg On : 2 Nov 2022 20:32
Operator : CG/JU

Sample : N5204-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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|
unknown?7.812 7.812 14.2 ng 138563 1 8.241 195509 20.0
1-Decanol, 2-he... 13.893 38.9 ng 1352940 3 14.857 695845 20.0
unknown14.780 14.780 24.0 ng 836337 3 14.857 695845 20.0
2,4,4,6,6,8,8-H... 15.650  15.9 ng 552792 3 14.857 695845 20.0
Isoxazole, 3,5-... 15.762 32.3 ng 1123050 3 14.857 695845 20.0
unknown16.966 16.966 29.8 ng 3373820 4 17.595 2262220 20.0
Cyclopentanecar... 18.358 22.7 ng 2568280 4 17.595 2262220 20.0
Benzene, (1-met... 18.922 16.0 ng 1810160 4 17.595 2262220 20.0
unknown19.299 19.299 27.1 ng 3060550 4 17.595 2262220 20.0
unknown19.363 19.363 12.6 ng 1427830 4 17.595 2262220 20.0
unknown19.833 19.833 28.8 ng 2098930 5 21.872 1455980 20.0
Cyclohexane, 1,... 20.356 20.6 ng 1499290 5 21.872 1455980 20.0
7-Ethyl-4-tride... 20.838 17.4 ng 1266100 5 21.872 1455980 20.0
4-Butoxy-2,4-di... 21.102 33.2 ng 2415110 5 21.872 1455980 20.0
unknown21.173 21.173 19.1 ng 1387950 5 21.872 1455980 20.0
unknown21.619 21.619 29.4 ng 2139660 5 21.872 1455980 20.0
Dibutyl itaconate 21.696 20.0 ng 1455980 5 21.872 1455980 20.0
Sulfurous acid,... 22.172 20.8 ng 1515360 5 21.872 1455980 20.0
Di-t-butyl fuma... 23.165 36.4 ng 2649260 5 21.872 1455980 20.0
unknown23.946 23.946 20.9 ng 1638780 6 25.256 1638780 20.0
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