LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acqg On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc :

ALS Vvial : 14 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131845.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.863 297 302 311 rVB 40934 53447 2.40% 0.220%
2 5.040 496 502 510 rVB 613218 798421 35.81% 3.291%
3 5.446 566 571 574 rBV 2021946 1869096 83.83% 7.704%
4 5.657 604 607 612 rBV 29338 27714 1.24% 0.114%
5 6.463 739 744 747 rBV 1809954 1894687 84.98% 7.809%
6 6.663 774 778 781 rBvV2 50947 47827 2.15% 0.197%
7 6.834 803 807 810 rVB 506479 447865 20.09%  1.846%
8 7.404 899 904 906 rBV 1224638 1237647 55.51% 5.101%
9 7.545 914 928 932 rBV 233500 586001 26.28% 2.415%
10 7.869 979 983 986 rBv4 22067 27695 1.24% 0.114%
11 7.940 992 995 998 rVB 42980 34775 1.56% 0.143%
12 8.098 1019 1022 1023 rBV2 32698 30394 1.36% 0.125%
13 8.122 1023 1026 1028 rVW 675375 554034 24.85% 2.284%
14  8.145 1028 1030 1033 rVB 81105 62959  2.82% 0.259%
15 8.251 1043 1048 1052 rBV5 16101 27256  1.22% 0.112%
16 8.316 1055 1059 1062 rVB4 27340 39455 1.77% 0.163%
17 8.487 1080 1088 1092 rBV5 37929 93231 4.18% ©.384%
18 8.540 1094 1097 1099 rVB 47054 37840 1.70% 0.156%
19 8.710 1124 1126 1130 rVB 50276 37603 1.69% 0.155%
20 8.769 1130 1136 1139 rVW5 35265 55118 2.47% ©.227%
21 8.804 1139 1142 1145 rVB 24189 26666 1.20% 0.110%
22 8.840 1145 1148 1150 rBV 48543 42920 1.93% 0.177%
23 8.940 1162 1165 1168 rVB 28233 25687 1.15% ©.106%
24 8.998 1172 1175 1179 rBV5 22270 39902 1.79% 0.164%
25 9.139 1197 1199 1204 rVB 51253 46512 2.09% ©.192%
26 9.204 1205 1210 1213 rBV 2629251 2229569 100.00% 9.189%
27 9.281 1218 1223 1226 rBV 87308 107406 4.82% 0.443%
28 9.398 1241 1243 1249 rVB3 23925 30795 1.38% 0.127%
29 9.504 1258 1261 1264 rBV 29366 37674 1.69% 0.155%
30 9.539 1264 1267 1269 rVVv2 42547 46732 2.10% 0.193%
31 9.604 1273 1278 1284 rVV2 130849 168459 7.56% 0.694%
32 9.745 1299 1302 1305 rBV 254700 208830 9.37% 0.861%
33 9.886 1322 1326 1329 rVB 700607 612511 27.47% 2.525%
34 9.916 1329 1331 1335 rBV 56534 46331 2.08% ©0.191%
35 9.986 1341 1343 1347 rVB3 23249 29368 1.32% 0.121%
36 10.045 1347 1353 1355 rBV3 43188 64764  2.90%  0.267%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acqg On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc :

ALS Vvial : 14 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.086 1355 1360 1365 rVv4 34730 66656 2.99% 0.275%
38 10.128 1365 1367 1371 rBv4 35918 34475 1.55% 0.142%
39 10.192 1375 1378 1381 rBV2 60080 70243 3.15% 0.290%
40 10.251 1386 1388 1391 rVB2 38019 35240 1.58% 0.145%
41 10.286 1391 1394 1396 rBvV2 59039 69698 3.13% 0.287%
42 10.310 1396 1398 1400 rVB 43400 32403 1.45% 0.134%
43 10.339 1400 1403 1405 rBV 80360 59013 2.65% ©.243%
44 10.434 1416 1419 1424 rBV3 39001 65469 2.94% 0.270%
45 10.534 1431 1436 1443 rBV2 69682 121305 5.44% 0.500%
46 10.598 1443 1447 1449 rBV3 31757 47049 2.11% 0.194%
47 10.681 1454 1461 1464 rBV 1388230 1339988 60.10% 5.523%
48 10.798 1477 1481 1488 rVB2 148191 186237 8.35% 0.768%
49 10.981 1509 1512 1515 rBV4 47285 74146 3.33% 0.306%
50 11.133 1536 1538 1542 rBV2 42196 42497 1.91% 0.175%
51 11.269 1558 1561 1566 rVB2 92771 111052 4.98% 0.458%
52 11.381 1576 1580 1582 rBV 625354 589566 26.44% 2.430%
53 11.398 1582 1583 1589 rVV 236609 203439 9.12% 0.838%
54 11.451 1589 1592 1595 rVB 105987 85490 3.83% 0.352%
55 11.486 1595 1598 1601 rBV2 44668 59985 2.69% 0.247%
56 11.616 1617 1620 1623 rBvV4 44135 56537 2.54% 0.233%
57 11.710 1634 1636 1641 rVB 50869 51389 2.30% ©0.212%
58 11.880 1662 1665 1667 rBV 128042 106652 4.78%  0.440%
59 11.910 1667 1670 1673 rVV2 177708 181774 8.15% 0.749%
60 11.957 1676 1678 1681 rVV 79742 82202 3.69% 0.339%
61 11.992 1681 1684 1686 rvv2 220538 234811 10.53% 0.968%
62 12.016 1686 1688 1692 rVB 133333 112976 5.07% 0.466%
63 12.180 1714 1716 1718 rVB 67124 50251 2.25% 0.207%
64 12.310 1736 1738 1739 rBV 41872 32607 1.46% 0.134%
65 12.433 1756 1759 1762 rBV 167586 175318 7.86% 0.723%
66 12.469 1762 1765 1768 rVV3 94585 126889 5.69% 0.523%
67 12.528 1772 1775 1778 rBV2 59901 83614 3.75% 0.345%
68 12.598 1784 1787 1790 rBV 509758 396333 17.78% 1.634%
69 12.639 1791 1794 1796 rVV2 199994 184255 8.26% 0.759%
70 12.692 1801 1803 1807 rVB 95389 77756  3.49%  0.320%
71 12.769 1814 1816 1821 rVB 100923 112599 5.05% 0.464%
72 12.827 1821 1826 1832 rVV 524488 547194 24.54% 2.255%
73 12.886 1833 1836 1839 rVB2 71049 76344  3.42%  0.315%
74 12.975 1847 1851 1854 rBV 1816026 1542096 69.17% 6.356%
75 13.045 1860 1863 1870 rVB2 104075 139022 6.24% 0.573%
76 13.133 1875 1878 1879 rVV2 101778 107995 4.84% 0.445%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acqg On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc :

ALS Vvial : 14 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.157 1880 1882 1885 rVB 182327 163356 7.33% 0.673%
78 13.222 1891 1893 1896 rVV 100601 78944  3.54%  0©.325%
79 13.263 1897 1900 1903 rVB2 114862 99727 4.47% 0.411%
80 13.357 1913 1916 1918 rVB 114198 97729 4.38% 0.403%
81 13.386 1919 1921 1924 rVB 80672 59727 2.68% 0.246%
82 13.880 2003 2005 2014 rVB3 108902 186390 8.36% 0.768%
83 14.027 2026 2030 2033 rBV2 556716 808089 36.24%  3.331%
84 14.057 2033 2035 2043 rVB 359499 331348 14.86% 1.366%
85 14.180 2054 2056 2063 rVB4 88531 94927  4.26% 0.391%
86 14.422 2092 2097 2100 rBV 183117 209729 9.41% 0.864%
87 14.457 2100 2103 2105 rVB 93413 83811 3.76% ©.345%
88 14.545 2115 2118 2120 rBV2 126137 108833 4.88% 0.449%
89 15.086 2206 2210 2217 rVB 293689 500984 22.47% 2.065%
90 15.198 2225 2229 2232 rBV 104390 143632 6.44% 0.592%
91 15.392 2259 2262 2268 rVB 259405 311870 13.99%  1.285%
92 15.457 2269 2273 2278 rVB 345900 422152 18.93% 1.740%
93 15.521 2280 2284 2288 rBV2 304919 399754 17.93% 1.648%
94 16.433 2435 2439 2446 rVB8 93497 161020 7.22% 0.664%
95 17.015 2532 2538 2541 rBV2 146634 295994 13.28% 1.220%
96 17.468 2609 2615 2621 rBV 106744 204597 9.18% 0.843%

Sum of corrected areas: 24262369
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 27 Dec 2022 19:32
: CG\JU
: N6088-02

. 14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
BF131845.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF131845.D\data.ms

5.446

5.040

3.863

6.463

5.657

7.404

6.834
7.545

6.663

L L L L B I B B L B L B L B R R N R N R RN RN R

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

2500000

2000000

1500000

1000000

500000

TIC: BF131845.D\data.ms
9.204

10.681

8.122

12.975

12.5942.827

0
Time-->

85108810 RO

= T — — —
8.50 9.00 10.00 10.50 11.00

—
11.50

—
12.00

— —
12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF131845.D\data.ms

14.027
14057

14
13.880 14,180 T4LAEHA5

386
16.433

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T
13.50 14.00 14.50 15.00 15.50 16.00 16.50

17.00 17.50

T ‘ T T ‘ T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.040 35.65 ng 798421 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 502 (5.040 min): BF131845.D\data.ms (-496) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ROMMPREIE A MEE
| ‘ 83.0 4.80 5.00 5.20 5.40 ;
Ottt e e e m/z 59.00 62.64%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA B L L I IR B
4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.77%
0 29\0 Ly m‘ 83\0
H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R REEmaRE
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.91%
41.0
27.0 101.0
oH_H‘l““H“u‘m"ummﬂ?:wmwwww_ww_w
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  ERARAREERE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.62%
5000 41.0
0 \H \‘ \‘ 1y 3.0 12§'0 142.0 A
R Eam B e e s RRAARSENRY R A RAmEaEE
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Hexanoic acid, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.545 21.15 ng 586001 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
3 1,4-Dioxane 88 C4H802 000123-91-1 43
4 Diisopropanolamine 133 C6H15N02 000110-97-4 43
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
Abundance Scan 928 (7.545 min): BF131845.D\data.ms (-914) (-) m/z 73.00 100.00%
3.0
5000
41.1 57.0
101. A MRAREEEEE L
I H ‘ 0‘ 0 7.20 7.40 7.60 7.80
Ob el il L AA701829 s gglee  75.02%
miz--> 20 40 60 80 100 120 140
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 L L N BN RN R
41.0 57.0 7.20 7.40 7.60 7.80
101.0 m/z 41.10 32.14%
O+ \1\9‘.(?‘\‘\ \‘i“\‘\ ‘i T \“\‘\ "\ Ly “\ \1\1‘.47‘0\ T \1‘4\4.\0\
miz—-> 20 40 60 80 100 120 140
Abundance #9193: Acetic acid, diethyl-
43.0 88.0
A REaST e
7.20 7.40 7.60 7.80
5000 27.0 m/z 57.05 27 .45%
710
oSS S Y VRS A S —
m/z--> 20 40 60 80 100 120 140
Abundance #2260: 1,4-Dioxane B e e b
28.0 7.20 7.40 7.60 7.80
m/z 55.00 22.25%
88.0
: T JMLM
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32

Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 3 Undecane Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
o281 3.51ng 107406  Acenaphthene-die 5.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 cliv4 001120-21-4 81

2 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 72
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 68
4 Decane 142 C10H22 000124-18-5 68
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 1223 (9.281 min): BF131845.D\data.ms (-1218) (-) m/z 57.10 100.00%
57.1
" MM}LMM%)\W
1411 e ARRR RS
| ‘“ 1031 9.00 9.20 9.40 9.60
ob— el H”“wu ek T m/z 43.05  79.73%
miz--> 50 100 150 200 250 300
Abundance #33080: Undecane
57.0
5000 L L B L B LR
9.00 9.20 9.40 9.60
m/z 71.10 57.19%
98.0 156.0
OL\4'.\O“ “ ‘\ “!‘ \“‘\ “‘ \“ T ‘\ T ‘ ‘\ LI ‘ T LI ‘ L L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
AR RS
9.00 9.20 9.40 9.60
5000 m/z 41.05 45.12%
99.0 1550
NI 0 o W e Y
miz--> 50 100 150 200 250 300
Abundance #22105: Octane, 3,5-dimethyl-  mmmE e R
57.0 9.00 9.20 9.40 9.60
m/z 85.00 35.77%
) AN,wMVAAJbMNMqﬂkvAN
99.0
ol L L L [T w20
m/z--> 50 100 150 200 250 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Naphthalene, 2-ethenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.604 5.50 ng 168459  Acenaphthene-di0 9.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 94
2 Acenaphthene 154 C12H1e 000083-32-9 64
3 Biphenyl 154 C12H1e 000092-52-4 60
4 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 47
5 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 43

Abundance Scan 1278 (9.604 min): BF131845.D\data.ms (-1273) (-) m/z 153.95 100.00%

153.9
5000
43.1 1.0
' 128.0 9.50 10.00
0 182.0 m/z 152.95 60.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31490: Naphthalene, 2-ethenyl-
154.0
5000 ] asied
9.50 10.00
m/z 152.00 40.147%
76.0 128.0
0 27.0 5170 Iy \‘\ 1020\ H‘\ . \M
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \’\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31487: Acenaphthene
154.0
i
9.50 10.00
5000 ITI/Z 71.00 25.83%
76.0
O R < I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31481: Biphenyl T —
154.0 9.50 10.00
m/z 57.10 23.57%
5000
510 76.0
' 102.0 128.0
obr 20 b i M U
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
BF131845.D

Dec 2022 19:32

: CG\JU
: N6088-02

. 14

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

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

: C:\Database\NIST20.L

BF122422.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 5 Pentadecane, 2,6,10-trimethyl- Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
10.534 3.9 ng 121365  Acenaphthene-die 5.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 ClgH3s 003892-00-0 90

000593-49-7 80
1000309-20-2 64
017301-28-9 64
019218-94-1 64

2 Heptacosane 380 C27H56

3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S
4 Undecane, 3,6-dimethyl- 184 C13H28

5 Tetradecane, 1-iodo- 324 C14H291

Abundance Scan 1436 (10.534 min): BF131845.D\data.ms (-1431) (- m/z 57.05 100.00%

57.0 ' ’
5000
1T I
113.1 16602069 10.50
ol—L A4 “w‘“‘ da b e m/z 71.85 60.45%
miz-> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —— :
10.50
m/z 43.05 47.04%
Ll Fn | 14101830 2300
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 100 150 200 250 300 350

é

Abundance #287977: Heptacosane
57.0
10.50
5000 m/z 85.10 31.64%
ol \ \‘ | F ‘}410183022502670 323.0 380.
i A e T e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester P ‘
57.0 10.50
m/z 41.10 27.23%
w %M\MMmeJEWMWﬁVVMA
‘ 113.0
oJ‘m“““‘wu_“""‘m_m_m_m_m —
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Decane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.798 6.32 ng 186237  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 55
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 53
3 Dodecane, 2-methyl-8-propyl- 226 CleH34 055045-07-3 52
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 49
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 49
Abundance Scan 1481 (10.798 min): BF131845.D\data.ms (-1477) (- m/z 57.10 100.00%
57.1
5000 &RM«KAMﬂA/mAMN%ﬂuﬁﬂw“JL
169.0 e —r—
H | 11‘3'1 ‘ ) 1050 11.00
ol I n \‘m“\wmwh“‘ ‘M“h“ H\ ’hu“”} ‘u”‘ ‘9?1‘ : ‘244‘1‘ m/z 71.10 79.38%
m/z--> 0 50 100 150 200 250
Abundance #33087: Decane, 2-methyl-
43.0
5000 e ——
10.50 11.00
85.0 m/z 43.10  59.25%
141.0
O 2‘.()\ T L‘\ ‘\‘ ‘ H‘\ ‘\“ \H‘\ “ \H T T \‘ ’ T T T T ‘ T T T T ‘ T T
miz--> 0 50 100 150 200 250
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
—— —
10.50 11.00
5000 ITI/Z 85.05 29.54%
‘ 113.0 183.0
ol 215, ‘Hu | L asso T a0 2530
miz--> 0 50 100 150 200 250
Abundance #107243: Dodecane, 2-methyl-8-propyl- T —
57.0 10.50 11.00
m/z 41.05 28.08%
- MM
‘ ‘ 112.0 183.0
ol bl 1m0 [ 2260 S
m/z--> 0 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.269 3.77 ng 111052  Phenanthrene-di0 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 70
2 Hexacosane 366 C26H54 000630-01-3 62
3 Heneicosane 296 (C21H44 000629-94-7 62
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
5 Tetratetracontane 619 C44H909 007098-22-8 58

Abundance Scan 1561 (11.269 min): BF131845.D\data.ms (-1558) (- m/z 57.10 100.00%

57.1
5000 184.0
‘ %0 139.0 1100 1150
[ w“‘h‘“uw“ Ll “2‘29‘2‘ SN m/z 71.10  74.11%
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 — ——
11.00 11.50
m/z 43.05 52.36%
9.0
O]-\8\¢ “‘ \“‘\ “‘ \“\%4}‘(‘)\ T \2‘1\2\()\ T ‘ L ‘ L ‘ T
m/z--> 0 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
11.00 11.50
5000 m/z 184.00  49.31%
ol ‘L‘ Hh‘ i \\ | 14}91830225026703090 367.(
gl A T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane Ay 2 ==
57.0 11.00 11.50
m/z 85.05 41.07%
- W
Jso L[ owseum meo Lo
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Anthracene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.881 3.62 ng 106652  Phenanthrene-di0 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
Abundance Scan 1665 (11.880 min): BF131845.D\data.ms (-1662) (- m/z 192.05 100.00%
192.1
- Jwt&
1150 1200
82.4 163.0 . . .
om_mfgﬂuw‘m‘“1“2?”1‘Hﬁm_‘:H‘_‘H%?%'Em%?%x m/z 191.10  61.96%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67021: Anthracene, 1-methyl-
192.0
5000 = e
11.50 12.00
83.0 m/z 189.05 30.30%
)90 uso 10 |
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
= 5
11.50 12.00
5000 m/z 193.10 16.94%
27.0 63.0 960 126.0 16%0
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67038: Phenanthrene, 2-methyl- — —
192.0 11.50 12.00
m/z 190.10  15.47%
5000
oL 27.0 630 96.0 1260 163.0 H )
T e e e e e e = e
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 9 1H-Cyclopropa[l]phenanthren... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.910 6.17 ng 181774  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93

Abundance Scan 1670 (11.910 min): BF131845.D\data.ms (-1667) (- m/z 192.05 100.00%
1

5000

-

o
12.00

m/z 191.00 57.08%

227.1 256.1

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #67054: 1H-Cyclopropal[l]phenanthrene,1a,9b-dihydro-
192.0

=

5000 T

12.00
m/z 189.00  30.55%

165.0
7o 630 960 30 | |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67038: Phenanthrene, 2-methyl-
192.0
e
12.00
5000 ITI/Z 73.00 17.63%
165.0
o270 630 960 1390 T |
R R R T e L e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67017: 1H-Indene, 1-phenyl- 4 T
192.0 12.00

m/z 193.10  15.33%

5000

165.0

=

280 30 89.0 1150

0‘\\u‘\m‘\m‘\m‘\m‘\m‘uu“wmm‘Wm,\m‘mwu T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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@ Naphtho[2,3-b]norbornadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.992 7.97 ng 234811  Phenanthrene-die 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
2 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 58
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 58
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 53
5 1a,9b-Dihydro-1H-cyclopropaf[alan... 192 C15H12 006109-24-6 53
Abundance Scan 1684 (11.992 min): BF131845.D\data.ms (-1681) (-} m/z 192.05 100.00%
192.1
- NWAmAwJ“MWA¢~f4Ju
165.0 e
63.0 95.0 127 12.00
0 9 232.1260.1 m/z 189.00  72.46%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 T
12.00
165.0 m/z 190.00  67.60%
0 | \\6?:'0\\ i ??0 126(} I \hw I
‘HH‘HH‘HH‘HH‘\H\‘HH’HH‘HH‘\ \‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67047: Naphtho[2,3-b]norbornadiene
192.0
5
12.00
5000 ITI/Z 191.05 64.15%
165.0
51320 630 980 1260 h‘\ |
R T RR A maa LR e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —
192.0 12.00
m/z 165.00 21.07%
5000
165.0
0 270 630 o 9?0 126Q " h‘w 4 Hh ‘
e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Phenanthrene, 4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.016 3.83 ng 112976  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90
2 1a,9b-Dihydro-1H-cyclopropa[alan... 192 C15H12 006109-24-6 87
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 86
Abundance Scan 1688 (12.016 min): BF131845.D\data.ms (-1686) (- m/z 192.05 100.00%
192.1
- J\JM‘/L
83.0 12.00 |
43.0 123.0152. 222.2 . X o
oHwmwHMH‘HW_m_HWHwwu:"J“,HH‘m_wzf“‘_ m/z 191.05  62.31%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67034: Phenanthrene, 4-methyl-
192.0
5000 — ‘
12.00
m/z 165.10  22.42%
95.0
0. 270 630 1520
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\’HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #67051: 1a,9b-Dihydro-1H-cyclopropalajanthracene
192.0
T T
12.00
5000 m/z 193.10 15.88%
027059”“’”4",
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67024: Anthracene, 2-methyl- T ‘
192.0 12.00
m/z 83.00 13.34%
5000 MWMWW
o 390 830 1150 1630 M
T e T e e P
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 di-p-Tolylacetylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.433 5.95 ng 175318 Phenanthrene-di0 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 di-p-Tolylacetylene 206 CleH14 002789-88-0 91
2 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 90
3 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 90
4 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 86
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 81

Abundance Scan 1759 (12.433 min): BF131845.D\data.ms (-1756) (- m/z 206.10 100.00%

206.1
5000

o 51.0 139.0 253.3 284.. m/z 191.10  46.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82923: di-p-Tolylacetylene
206.0
5000 U

m/z 189.00  28.77%

p7.0 630 1020 1650 || |
‘\\\\‘\\\\‘f\\f‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0

o

12.50
5000 ITI/Z 205.05 27.22%
89.0
oL 510 127.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl- ——
206.0 12.50

m/z 204.10  17.66%

5000
101.0 ‘
0270 63.0, | ‘h‘ 129.0 16'\5'0 ‘\ H\h‘

m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.469 4.30 ng 126889  Phenanthrene-di0 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 89
2 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 81
3 di-p-Tolylacetylene 206 CleH14 002789-88-0 72
4 Anthracene, 1,4-dimethyl- 206 CleH14 000781-92-0 64
5 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 60
Abundance Scan 1765 (12.469 min): BF131845.D\data.ms (-1762) (- m/z 206.10 100.00%
06.1
—
101.0
LS o 255.6286. o
0Lb—— dﬂ”H\M“NW\WHW”NWH‘N\ e p Lt m/z 189.00 47.68%
miz--> 50 100 150 200 250
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 T
12.50
102.0 m/z 191.10  43.09%
T 2\7\.0\ ‘Gﬁ'\o“\ “‘\‘ i”‘ T T T T i}é“S\‘qf ‘!‘ f‘h ‘\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #82949: Phenanthrene, 2,7-dimethyl-
206.0
——
12.50
5000 m/z 57.05 37.56%
o, 3070 150 [
miz--> 50 100 150 200 250
Abundance #82923: di-p-Tolylacetylene T
206.0 12.50
m/z 205.05  29.39%
B MM/MMJ\A
ol 270 63.0 102.0 165.0 |
e —
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 11H-Benzo[a]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.045 3.44 ng 139022  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 76
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 76
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 74
Abundance Scan 1863 (13.045 min): BF131845.D\data.ms (-1860) (- m/z 216.05 100.00%
21p.1
94.4 SN ‘
55.0 187.0 ‘ . 13.00
oWHmm‘uMuw“‘1‘5‘;2;3”‘:‘%w;“;m‘wgﬁ?ﬁxqw?"‘??ﬁ m/z 215.10  92.64%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #94575: 11H-Benzo[a]fluorene
216.0
5000 el :
108.0 13.00
m/z 213.00 24.40%
ol 830 | 1370 1870 |
\‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\H’HH‘HH‘HH’HH‘\H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
RN
13.00
5000 m/z 232.10 16.55%
108.0
0 57'0 I \“ 139'0 L 183-0 \M
e e e e
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #94571: 7TH-Benzolc]fluorene T ‘
216.0 13.00
m/z 94.40 15.29%
5000
108.0
| 1870 |
Ot e e A e e e T ‘
m/z--> 40 60 80 100120140160180200220240260280300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.157 4.04 ng 163356  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72

Abundance Scan 1882 (13.157 min): BF131845.D\data.ms (-1880) (- m/z 216.10 100.00%
1

216.
5000

107.3 U
13.00 13.50
560 | 1520 266.1 3143

O e e B e L B A L e A m/z 215.10  75.38%
m/z--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 N

P
13.00 13.50
m/z 213.00  21.98%

107.0
0280 630 | | 1630 |
T T T ‘ T ’ L ‘ TTTT ‘ L ‘ L ‘ L
mlz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0

T
13.00 13.50

5000 m/z 107.30 19.42%
95.0
OLw4w0w 599 — ‘\‘ ! \“‘ —— ]“6‘3‘0‘ h‘; i ‘h‘ T
m/z--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl- o —
216.0 13.00 13.50

m/z 217.10  16.10%

5000 95.0 M/\JUW
53.0 ‘ Il ‘“ 163.0 “ i \“
|

T — e
miz--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32

Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 16 Dibenzo[c,h][2,6]naphthyridine Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
13.880 4.61 ng 186390  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzo[c,h][2,6]naphthyridine 230 C16H16N2 000218-30-4 53
2 11H-Benzo[a]fluoren-11-one 230 C17H1e0 000479-79-8 50
3 o-Terphenyl 230 C18H14 000084-15-1 43
4 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 41
5 p-Terphenyl 230 C18H14 000092-94-4 38

Abundance Scan 2005 (13.880 min): BF131845.D\data.ms (-2003) (- m/z 230.10 100.00%
230.1
5000 83.1
43.
P P
251 H ‘ 11350 14.00
ok ‘H‘\ \“m‘ ‘H‘\ M‘\E\‘ L M‘”‘W ‘]\"7‘?‘0‘ ““‘u”w LMW“W;H‘ 2‘9‘;"19\”‘3‘38‘" m/z 83.10 50.86%
miz--> 50 100 150 200 250 300
Abundance #111793: Dibenzo[c,h][2,6]naphthyridine
230.0
5000 — —
13.50 14.00
m/z 55.05 46.06%
174.0 H‘
O L ‘ L ‘ L ‘ V \“H‘\ M\ ‘i‘\ T “ T ‘ T T T 7T ‘ L
miz--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
P e
13.50 14.00
5000 m/z 69.10  41.06%
101.0
ANETRIITEL) BN A
miz-> 50 100 150 200 250 300
Abundance #111842: o-Terphenyl “ —
230.0 13.50 14.00
m/z 97.10 39.03%
5000
89.0 1010 4450 ‘
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Triphenylene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.422 5.19 ng 209729  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 93
2 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 90
3 2-Methylchrysene 242 C19H14 003351-32-4 90
4 Chrysene, 1-methyl- 242 C19H14 003351-28-8 90
5 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 90
Abundance Scan 2097 (14.422 min): BF131845.D\data.ms (-2092) (- m/z 242.10 100.00%
242.1
- M\Afh/\%
1450
1074 :
189.0
b 22 b OLAZED D L 2791 8882wz 241.10  29.42%
m/z--> 50 100 150 200 250 300 350
Abundance #126450: Triphenylene, 2-methyl-
242.0
5000 LN
14.50
m/z 239.10  26.35%
121.0
44.0 81.0 | 163.02000 |
\\\‘\\\\\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #126451: 1H-Benz[flindene, 2-phenyl-
242.0
——
14.50
5000 m/z 243.05 19.18%
165.0
o 510 1200 T5020 |
A e B L e R
m/z--> 50 100 150 200 250 300 350
Abundance #126434: 2-Methylchrysene —
242.0 14.50
m/z 240.10  13.12%
5000
120.0
p8.0 750w‘Hh 187.0 | | w A M
e e e S
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.198 7.19 ng 143632  Perylene-di12 15.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Benzo[e]pyrene 252 C20H12 000192-97-2 90
4 Perylene 252 C20H12 000198-55-0 89
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 81

Abundance Scan 2229 (15.198 min): BF131845.D\data.ms (-2225) (- m/z 252.10 100.00%
25p.1

=

5000
57.0 126.0 ) 15.00 15.50
bl 1982 L 291138138700y 250,10 25.86%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[K]fluoranthene
252.0
5000 T s
15.00 15.50

m/z 253.10  19.21%

126.0
T \8\7\0‘i \‘“ \‘H\ T \2\0?.\0\‘“\ A LB e
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0

—
15.00 15.50
5000 m/z 251.10 9.69%

126.0
50.0 87.0 , | 163.0200.0 J
R
miz--> 50 100 150 200 250 300 350
Abundance

#138554: Benzo[e]pyrene T
252.0 15.00 15.50

m/z 126.00 8.56%

5000
125.0
39.0 83.0 | | 200.0 |

o = i e —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

o

o

8270-BF122422.M Wed Dec 28 10:54:46 2022 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.392 15.60 ng 311870  Perylene-di12 15.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2262 (15.392 min): BF131845.D\data.ms (-2259) (-} m/z 252.10 100.00%
252.1
= s
125.0 15.00 15.50
010 869 1 2000, | 29413343 381. /7 250.05  28.41%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[K]fluoranthene
252.0
5000 P .
15.00 15.50
126.0 m/z 253.05 22.73%
O\\‘\\8\7\.0“‘\‘“\‘“\\‘\\\2\0‘0.\0\‘“\\“‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
— —
15.00 15.50
5000 m/z 125.00 10.19%
125.0
0390 830 , | 2000 ||
e
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 251.10 9.26%
5000
126.0
0B9-0 87.0 ‘\\ 2000 |
e P —
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\BF122722\
Data File : BF131845.D

Acq On : 27 Dec 2022 19:32

Operator : CG\JU

Sample : N6088-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Cholestan-3-one Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
16.433 8.06 ng 161020  Perylene-di12 15.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 91
2 Cholestan-2-one 386 C27H460 1010210-43-4 90
3 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 89
4 Cholestan-3-one, (5.beta.)- 386 C27H460 000601-53-6 55
5 Cholestane, 5,6-epoxy-, (5.alpha... 386 C27H460 020230-22-2 44

Abundance Scan 2439 (16.433 min): BF131845.D\data.ms (-2435) (- m/z 43.10 100.00%
3.1
5.0 231‘1
161.1
5000 316.1 386
—
o
ol LI " m/z 81.00 83.03%
m/z--> 50 100 150 200 250 300 350
Abundance #292887: Cholestan-3-one
231.0
43.0
5000 386.( —
16.50
163.0 m/z 55.10 77.95%
[ mm—— ‘ . ‘ \“h \hu \\\ H \‘ “\‘2‘7‘\3‘9 ‘ ??? ‘0‘ , “\ “‘ ‘
miz—-> 100 150 200 250 300 350
Abundance #292880: Cholestan-2-one
231.0
—
386.( 16.50
5000{ 43.0 m/z 95.00  77.32%
95.0
iy 280
0 wu”‘MdMHMWWNWWWW HM uu%Z%q“““‘J‘L‘
m/z--> 50 100 150 200 250 300 350
Abundance #292907: Cholestan-3-one, (5.alpha.)- —
231.0 16.50
55.0 m/z 231.10 73.35%
5000 386.(
123.0
o =0 2730 3290
- T ‘ T
m/z--> 50 100 150 200 250 300 350 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131845.D

Acqg On : 27 Dec 2022 19:32
Operator : CG\JU

Sample : N6088-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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|
2-Pentanone, 4-... 5.040 35.6 ng 798421 1 6.834 447865 20.0
Hexanoic acid, ... 7.545 21.1 ng 586001 2  8.122 554034 20.0
Undecane 9.281 3.5 ng 107406 3 9.886 612511 20.0
Naphthalene, 2-... 9.604 5.5 ng 168459 3 9.886 612511 20.0
Pentadecane, 2,... 10.534 4.0 ng 121305 3 9.886 612511 20.0
Decane, 2-methyl- 10.798 6.3 ng 186237 4 11.381 589566 20.0
Pentadecane 11.269 3.8 ng 111052 4 11.381 589566 20.0
Anthracene, 1-m... 11.881 3.6 ng 106652 4 11.381 589566 20.0
1H-Cyclopropa[l... 11.910 6.2 ng 181774 4 11.381 589566 20.0
Naphtho[2,3-b]n... 11.992 8.0 ng 234811 4 11.381 589566 20.0
Phenanthrene, 4... 12.016 3.8 ng 112976 4 11.381 589566 20.0
di-p-Tolylacety... 12.433 6.0 ng 175318 4 11.381 589566 20.0
Phenanthrene, 3... 12.469 4.3 ng 126889 4 11.381 589566 20.0
11H-Benzo[a]flu... 13.045 3.4 ng 139022 5 14.033 808089 20.0
11H-Benzo[b]flu... 13.157 4.0 ng 163356 5 14.033 808089 20.0
Dibenzo[c,h][2,... 13.880 4.6 ng 186390 5 14.033 808089 20.0
Triphenylene, 2... 14.422 5.2 ng 209729 5 14.033 808089 20.0
Benzo[e]pyrene 15.198 7.2 ng 143632 6 15.521 399754 20.0
Perylene 15.392 15.6 ng 311870 6 15.521 399754 20.0
Cholestan-3-one 16.433 8.1 ng 161020 6 15.521 399754 20.0
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