LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acqg On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc :

ALS Vvial : 21  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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131581.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.187 10 17 23 rBV 445706 542923 32.85% 4.374%
2 2.299 31 36 42 rBV 24106 33899 2.05% 0.273%
3 3.428 224 228 236 rBV 13443 25362 1.53% 0.204%
4 4.498 406 410 416 rBV 32059 36357 2.20% ©.293%
5 5.128 511 517 527 rVB 517137 628292 38.02% 5.061%
6 5.528 580 585 588 rBV 1545116 1339896 81.08% 10.794%
7 5.740 618 621 626 rBV 33359 29211 1.77% ©.235%
8 5.916 648 651 655 rBvV 57681 48136 2.91% ©.388%
9 6.539 752 757 760 rBV 1485866 1448202 87.63% 11.667%
10 6.910 816 820 823 rBV 477079 379237 22.95%  3.055%
11 7.475 911 916 919 rBV 977641 942465 57.03% 7.592%
12 8.198 1035 1039 1042 rBV 543039 435885 26.38% 3.511%
13 8.222 1042 1043 1046 rVB 42183 20866 1.26% 0.168%
14  9.280 1217 1223 1226 rBV 2098037 1652596 100.00% 13.313%
15 9.963 1335 1339 1342 rVB 538871 436206 26.40%  3.514%
16 10.380 1408 1410 1413 rVB2 24199 22540 1.36% 0.182%
17 10.674 1454 1460 1462 rBV2 18380 22653 1.37% 0.182%
18 10.751 1469 1473 1476 rBV 804489 620901 37.57% 5.002%
19 10.869 1486 1493 1497 rVB4 27442 42488 2.57% 0.342%
20 10.951 1501 1507 1512 rBV7 11154 22031 1.33% 0.177%
21 11.310 1564 1568 1570 rBV3 26440 27392 1.66% 0.221%
22 11.339 1570 1573 1578 rVB3 20086 30101 1.82% 0.242%
23 11.457 1589 1593 1595 rBV 416633 390447 23.63% 3.145%
24 11.474 1595 1596 1600 rVV 127681 105603 6.39% 0.851%
25 11.527 1601 1605 1608 rVB 41793 40538  2.45% 0.327%
26 11.616 1617 1620 1625 rBV4 14705 21388 1.29% 0.172%
27 11.686 1629 1632 1637 rBV3 20719 25405 1.54% ©.205%
28 11.839 1655 1658 1661 rBV 57317 43897 2.66%  ©0.354%
29 11.957 1674 1678 1679 rBV 26182 24878 1.51% 0.200%
30 11.980 1679 1682 1686 rVB2 37253 50559 3.06% 0.407%
31 12.069 1694 1697 1699 rBvV2 33639 35306 2.14% 0.284%
32 12.533 1773 1776 1778 rBV2 62629 69181 4.19% 0.557%
33 12.551 1778 1779 1784 rVB2 72728 49766 3.01% 0.401%
34 12.668 1796 1799 1803 rBV 184349 170110 10.29% 1.370%
35 12.904 1833 1839 1844 rBV 201344 219589 13.29% 1.769%

36 13.045 1859 1863 1870 rVB 1321804 1160651 70.23%  9.350%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acqg On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS Vvial : 21  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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.116 1872 1875 1880 rBV5 18513 34013 2.06% ©.274%
38 13.227 1892 1894 1898 rVB2 34882 33206 2.01% 0.268%
39 13.268 1899 1901 1904 rBV3 25023 26865 1.63% 0.216%
40 13.615 1958 1960 1962 rBV2 26535 22812 1.38% 0.184%
41 14.104 2039 2043 2046 rBV2 356020 392215 23.73% 3.160%
42 14.133 2046 2048 2055 rVB 75038 73250 4.43%  ©.590%
43 14.204 2055 2060 2064 rBV 283716 312558 18.91%  2.518%
44 15.627 2298 2302 2310 rVB 199385 323421 19.57% 2.605%

Sum of corrected areas: 12413297
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131581.D\data.ms
2000000

5.528
1500000 6.539

1000000 7.475

500000 2.187 5.128 6.910

.299 3.428 4.498 5.145-916

O‘v‘\“ru\‘HH’HH‘\H\‘\\H’HH"TH\‘\\H’HH‘\H\‘\\H’HH‘HH‘HH‘HH‘HH‘\H \Tl_r\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\L\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF131581.D\data.ms

2000000 9.280

1500000 13.045

1000000
10.751

8.198 9.963
500000 11.457

12.6642.90
11474 12 g
5jg22 L 10.380 10.67006%51 PG IANEO0) T £
e e e e

obr—r——+ e i ‘ ‘ : —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131581.D\data.ms

2000000

1500000

1000000

500000

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
2.187 28.631ng 542923  1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 ceHido 000994-05-8 83

2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 (C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 17 (2.187 min): BF131581.D\data.ms (-10) (-) 73.10 100.00%
73.1
5000
43.1
55.1 87.1
e
‘ ‘ 20 2.40 2.60
) NS O OSSN N NS 43.10  36.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 | L DL A R
430 950 20 240 260
87.0 87.10 26.58%
27.0 ‘
0 H’\\H‘\Hm“{\H‘il\‘H‘\‘\1‘\“\H\H\lu‘uu‘uu‘\.u\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
410 o 87.0 20 2.40 2.60
5000 ’ 55.10 25.44%
29.0
150 M\ ‘ ly \H
O+t e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4994 Pentane, 3-methoxy- T
73.0 20 2.40 2.60
m/z 41.10 12.15%
5000
45.0
29.0
0 H,‘H‘“HWVH‘HMM“_‘?%Q‘H‘wh“u“_‘;ﬂ%pu‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57

Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5.128 33.13 ng 628292 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 517 (5.128 min): BF131581.D\data.ms (-511) (-) m/z 42.95 100.00%
3.0
59.0
5000
101.0 e
i | 83.0 4.80 5.00 5.20 5.4 ;
ob el A e e m/z 59.08  63.37%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R B R B
4.80 5.00 5.20 5.40
101.0 m/z 101.00 23.54%
27.0 | ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
D
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 14.48%
126.0
o b 1280120
m/z--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime  RARREEE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.78%
5000
101.0
15.0 ‘
PN NPT .1 N - NN PR | WS
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.916 2.54 ng 48136 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 72
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 47
3 N-Formylmorpholine 115 C5HONO2 004394-85-8 10
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
5 2-Pentenoic acid, 4-hydroxy- 116 C5H803 028525-83-9 9

Abundance Scan 651 (5.916 min): BF131581.D\data.ms (-648) (-) m/z 73.10 100.00%

3.1
43.0
5000
1150 R R R
I 56.0 100.0 | . 5.60 5.80 6.00 6.20
O el et b e m/z 43.08 77.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methy!-
5000 NJ\\\‘\\\\‘\\\\‘\\\\’\\\\‘
5.60 5.80 6.00 6.20
m/z 115.00  10.90%
150 280 ) %60 | 100.0 1152
OH\‘H‘H‘HM‘HH‘\M\‘\H‘\‘HH‘HH‘\‘\H|HH‘HH|HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9027: N-.alpha.-Acetylglycinamide
73.
30.0 0
R Rt
43.0 5.60 5.80 6.00 6.20
5000 m/z 41.00 10.52%
0 190 | 580 | 701000 117.0
R o R b RS EasEa=E SRt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8754: N-Formylmorpholine
29.0 5.60 5.80 6.00 6.20
115.0 m/z 39.00 9.44%
5000 42.0 56.0
86.0 100.0
15.0 ‘ ‘ 72.0 “
oHw“wlWMMMMWM‘WHp!mW“‘,w_m,mmm 4R D W ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Hexadecane, 2,6,11,15-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.869 2.18 ng 42488  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 53
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 53
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 50
5 1-Penten-3-0l, 2-methyl- 100 C6H120 002088-07-5 49
Abundance Scan 1493 (10.869 min): BF131581.D\data.ms (-1486) (- m/z 57.10 100.00%
57.1
- W
8e0 184.1 T T
‘ ‘ 127.0 | 10.50 11.00
Ot MMH‘muul”‘;”k‘muw u‘M‘M‘Hp‘mWww,w,w m/z 71.10  82.03%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 — ——
85.0 10.50 11.00
200 113.0 169.0 m/z 43.05 70.08%
O H\‘\‘\‘H“MH‘ “\whl\“l\H“H‘H\‘H]-\A?"]\.\(\)\‘\}H‘\]_Hgﬂ\(\)\\‘\\\\’\\\?’ﬁ\?\\(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59036: Undecane, 6-ethyl-
57.0
— ——
10.50 11.00
5000 m/z 41.00 41.20%
290.0 85.0
154.0
1138.0
L 0 ey
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141064: Heptadecane, 7-methyl- — ——
57.0 10.50 11.00
m/z 85.05 25.53%
5000
85.0
29.0 118.0
O A 17T S L Lo e
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 6 Tridecanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.839 2.25 ng 43897  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 91
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 80
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72

Abundance Scan 1658 (11.839 min): BF131581.D\data.ms (-1655) (- m/z 74.00 100.00%
74.0
5000 43.0
do ol
143.0
M M 101.0 1711199122‘72 70, 11.50 12.00
Ol bbb Lo ottt by | m/z 87.00 77.46%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 43.0 /\M ‘ A any o sute,
11.50 12.00
m/z 43.00 40.05%
14
| ) po0 M0 1850 a0
O\‘HH’\H\‘HHHH\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
P P
11.50 12.00
5000 m/z 41.05 35.89%
43.0
143.0
U S {01 YN s S W
m/z--> 20 40 60 80 100120140160 180200220240 260

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester — —
74.0 11.50 12.00
m/z 55.00 32.07%

5000{ 43.0

%

‘ | oto 30 g0 2570 270

ol b p I 850 2270 270K

— T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57

Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 7 Phenanthrene, 2-methyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
11.980 2.59 ng 50559  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 58
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 58
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 52
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 52

Abundance Scan 1682 (11.980 min): BF131581.D\data.ms (-1679) (- m/z 192.10 100.00%
192.1
5000
430, 730
ool T ey S oo
256.1 12.00
0+ m/z 191.10  46.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000
12.00
m/z 73.00 37.14%
165.0
0270 630 960 1390 " |
‘\H\‘\\H‘HH‘\\H‘HH‘HH‘HH‘\H\‘H \‘H\\‘\\H‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
12.00
5000 ITI/Z 55.00 36.56%
165.0
5270 630 960 1300 | |
R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67025: Anthracene, 2-methyl- —
192.0 12.00
m/z 59.95 35.43%
5000
96.0 165.0
0 280 630 1390 | m‘ I M
e e e e e e e : A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.533 3.54 ng 69181  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 93
2 Cyclopentanol, 1-(1-methylene-2-... 138 C9H140 078158-11-9 81
3 8-Hexadecyne 222 CleH3e 019781-86-3 74
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 70
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 70
Abundance Scan 1776 (12.533 min): BF131581.D\data.ms (-1773) (- m/z 81.00 100.00%
81.0
41.0
5000
23.0 R ‘
164.0 211.0 262.1 294 - 12.50
0 \\\H\\‘ HN h}\‘\‘\\“\‘ ‘ \\‘ H w1 TR, m/z 67.00 98.59%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 —— :
12.50
09.0 m/z 55.00 85.95%
‘\ 1 u‘\ L 450 262.0 294.(
Ob— T t M\““ \“\‘H‘\‘”\ ‘” e T T T T T \“
miz--> 50 100 150 200 250
Abundance  #20285: Cyclopentanol, 1-(1-methylene-2-propenyl)-
67.0
T \
27.0 12.50
m/z 41.00 78.30%
5000 09.0 /
| 1390
0! R e
miz--> 50 100 150 200 250
Abundance #102179: 8-Hexadecyne T ‘
81.0 12.50
m/z 43.10 59.15%
41.0
5000
23.0
H \H H“ ‘ ‘ 179.0
0’ el e T —
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\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 trans-13-Octadecenoic acid,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.551 2.55 ng 49766  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 90
2 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 64
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 64
4 Methyl myristoleate 240 C15H2802 056219-06-8 62
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 53

Abundance Scan1779(12551num BF131581.D\data.ms (-1778) (- m/z 55.00 100.00%

5!:
5000
265.1 T
‘ ‘ H 77.9 222.1 ‘ 12.50
o E— H\ | MH MM\HH ‘ ‘H‘\\ L. \‘h‘HLHh : “\‘ — m/z 41.05 65.79%
miz--> 200 250 300
Abundance #194454. trans-13-Octadecen0|c acid, methyl ester
55.0
5000 - :
97.0 12.50
m/z 97.10 62.56%
264.0
38.0 180 0 222.0
0 1‘5"0\\‘ | ‘\HH‘ ‘HM hh‘ L u“\\ u‘HM i \H\‘M I | ‘\ - ‘h : ‘2‘96‘ €
miz--> 50 100 150 200 250 300
Abundance #194448: 6-Octadecenoic acid, methyl ester, (2)-
41.0
T \
74.0 12.50
5000 ITI/Z 74 .00 58.51%
264.0
H %40 180.0 2220 1 p96
0! H u‘\u\ ‘“m \h\ u e ‘ — “ o e ‘
miz--> 50 100 150 200 250 300
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester
55.0 12.50
m/z 67.00 56.28%
- i NWJLMM
23.0
0 1‘5"0‘\“ H“ “ “ MMM\ \\ u“t ‘\h‘u‘ \H\‘h A ‘1‘8?9 ‘ ?2‘\2 ‘O‘ ‘26‘ﬁ1‘0‘2‘96 c —r
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acq On : 09 Dec 2022 22:57

Operator : CG\JU

Sample : N5943-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 10 Triphenylphosphine oxide Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
14.204 15.94ng 312558 Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 ClaHisop 000791-28-6 98

1000483-83-4 64
015990-54-2 50
004094-37-5 46
001530-45-6 45

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11N04S
5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P

Abundance Scan 2060 (14.204 min): BF131581.D\data.ms (-2055) (- m/z 277.10 100.00%
2

7v7.1

5000

#204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

77.0

183.0

131.0 ‘ ‘
T Y

5000
.o 199.0 — ——
304 ‘ 152.0 H ‘ 14.00 14.50
ol 300 Lok 2890 | 3263366. 778 10 32.27%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 U U,
14.00 14.50
77.0 1090 m/z 77.00  26.01%
152.0
O \2\7\-0\ ‘}‘ L ‘\ T ‘ T 1T ““\ T \“\ U L ‘ T T ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
e -
14.00 14.50
5000 m/z 199.00 20.83%
o 183.0
o0 L 0 | lmeo |
m/z--> 5 100 150 200 250 300 350
Abundance == e

14.00 14.50

m/z 201.00  20.15%

m/z-->

50

100

150 200

250

300 350

%

14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131581.D

Acqg On : 09 Dec 2022 22:57
Operator : CG\JU

Sample : N5943-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.187 28.6 ng 542923 1 6.910 379237 20.0
2-Pentanone, 4-... 5.128 33.1 ng 628292 1 6.910 379237 20.0
2-Pentanone, 4-... 5.916 2.5 ng 48136 1 6.910 379237 20.0
Hexadecane, 2,6... 10.869 2.2 ng 42488 4 11.457 390447 20.0
Tridecanoic aci... 11.839 2.3 ng 43897 4 11.457 390447 20.0
Phenanthrene, 2... 11.980 2.6 ng 50559 4 11.457 390447 20.0
9,12-Octadecadi... 12.533 3.5 ng 69181 4 11.457 390447 20.0
trans-13-Octade... 12.551 2.5 ng 49766 4 11.457 390447 20.0
Triphenylphosph... 14.204  15.9 ng 312558 5 14.110 392215 20.0
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