LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS Vvial : 19 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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128556.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.316 173 175 193 rBV 26134 63455 1.42% 0.201%
2 5.063 468 472 479 rVB 159171 190011 4.25% 0.601%
3 5.457 533 539 542 rBV 3496230 3831425 85.66% 12.120%
4 6.463 704 710 713 rBV 3496481 3877784 86.70% 12.267%
5 6.575 726 729 733 rBV 104891 80478 1.80% 0.255%
6 6.834 770 773 777 rBV 1049724 947632 21.19% 2.998%
7 7.398 864 869 872 rBV 2659153 2685038 60.03% 8.494%
8 8.116 987 991 995 rBV 1372513 1252177 28.00% 3.961%
9 9.198 1169 1175 1178 rBV 4974986 4472645 100.00% 14.149%

9

.875 1286 1290 1293 rVB 1720031 1361792 30.45%

IN
w
[
0
R

11 10.663 1419 1424 1427 rBV 3052661 2722283 60.87%
12 11.363 1539 1543 1546 rBV 1517731 1324769 29.62%
13 11.757 1607 1610 1614 rVB 228716 190270  4.25%
14 11.892 1629 1633 1647 rBV 550724 539591 12.06%

ORr o ho
[e)]
[
N
R

15 12.469 1725 1731 1734 rBV 190622 173225 3.87% 548%
16 12.557 1742 1746 1748 rBV2 40101 51742 1.16% ©0.164%
17 12.598 1751 1753 1763 rVv4 38315 67028 1.50% ©0.212%
18 12.674 1763 1766 1774 rVV 129834 150649 3.37%  ©.477%
19 12.951 1809 1813 1816 rBV 4011975 3606011 80.62% 11.407%
20 13.898 1968 1974 1986 rVB4 185969 537572 12.02% 1.701%
21 13.998 1987 1991 1995 rBV 1021874 929839 20.79%  2.941%
22 14.098 2001 2008 2015 rBV 494177 549254 12.28% 1.737%
23 14.404 2051 2060 2061 rBV8 35964 88066 1.97% 0.279%
24 14.527 2078 2081 2093 rVB7 55184 103072 2.30% ©.326%
25 15.133 2180 2184 2188 rVB 57255 64433 1.44%  ©.204%
26 15.468 2235 2241 2246 rBV 680555 882874 19.74%  2.793%
27 15.951 2319 2323 2331 rVB 63650 92893 2.08% 0.294%
28 16.104 2339 2349 2359 rBV7 49356 218617 4.89% ©.692%
29 16.751 2456 2459 2468 rVB8 28382 56794 1.27% 0.180%
30 17.056 2503 2511 2516 rBv4 36227 90525 2.02% 0.286%
31 17.286 2545 2550 2564 rVB8 87157 230308 5.15% ©.729%

32 17.609 2596 2605 2617 rBV8 40617 179683 4.02% 0.568%

Sum of corrected areas: 31611935
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128556.D\data.ms
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Abundance TIC: BF128556.D\data.ms
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Abundance TIC: BF128556.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.063 4.01 ng 190011 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 472 (5.063 min): BF128556.D\data.ms (-468) (-) m/z 43.05 100.00%
43.0
59.0
5000
AR RAREaREEARS
83.0 101.1 4.80 5.00 5.20 5.40
O bl e e e e M/Z 59.05 54.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e e
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10  16.57%
O \\\‘\!‘flf‘\\!?“ﬁ\.\o\\“H}\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R EERRaEEEE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 14 .00%
41.0
29.0 101.0
o rrrprrreprebere bl 730 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- N ERRaEE L
59.0 4.80 5.00 5.20 5.40
m/z 41.05 7.44%
5000
210 101.0
e 280 2Tl 730,830 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.757 2.87 ng 190270  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 1610 (11.757 min): BF128556.D\data.ms (-1607) (- m/z 74.10 100.00%
74.1
50001 431
143.1
“ H 1011 185.2 22‘72 9702 11.50 12.00
O et bbb b by M/Z 87,10 70.60%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 L
43.0 1150 1200
143.0 ITI z 38.62%
‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270.
0\‘HH‘HH‘H‘H‘\‘H\“HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180 200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1150 1200
5000 43.0 m/z 31.21%
Lo 180 g0 220 oo
\‘HH‘HH‘HH‘\H\“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester i
74.0 1150 1200
m/z 41.0 30.98%
50001 43.0
oo PO 1850 g0
R A e A e e A RARRY ;
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\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.892 8.15 ng 539591 Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1633 (11.892 min): BF128556.D\data.ms (-1629) (- m/z 43.05 100.00%
43.0 (73.0
5000
129.1
213.2
| ‘ H‘ 157.1185.2 omer 1 50 12.00
Y — ‘1”‘”“”\“u‘w‘mm‘H‘W‘w“wW_MH_HJ_ m/z 73.00  96.13%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 11.50 12 00
213.0 m/z 60.00 94.95%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T
11.50 12 00
5000 129.0 m/z 57.10  85.30%
185.0
228.0
015‘0?5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid - =
43.0 73.0 11.50 12.00
m/z 41.10 78.73%
5000 129.0
199.0
s e
osol WML [0 1L, | A
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\

Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 trans-13-Octadecenoic acid,... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.469 2.62 ng 173225  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90

5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 76

Abundance Scan 1731 (12.469 min): BF128556.D\data.ms (-1725) (- m/z 55.10 100.00%
5!:
T
| 1371 1802 2223 264 12.50
0! h‘mw w‘w PPV ‘h‘ —_ m/z 41.85 59.35%
miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
5000 T
12.50
m/z 69.10 52.09%
‘ HH‘ ‘H | 1380 1800 2220 26402960
0 ‘ ‘\\‘ \“ ‘\ HMH uu M‘\ \‘\H\‘M A [ ‘\‘ —~ ‘h‘ i
miz--> 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
T
12.50
5000 ITI/Z 43.05 47.91%
87.0
264.0
180.0 2220 ‘
ol ‘u“ I “\H\ ‘Hm \H (2 pb ] 2980
miz--> 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester —
55.0 12.50
m/z 74.10 44.71%
5000
87.0
264.0
180.0 222.0
ob——, ‘\‘“‘ ‘Hm 296.0 . AN A
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\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.674 2.27 ng 150649  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 52

Abundance Scan 1766 (12.674 min): BF128556.D\data.ms (-1763) (- m/z 43.05 100.00%

43.0
5000
30 1291

——
1852 2412 5643 12.50 13.00
pm— :‘H‘Wm b | P m/z 73.00  90.49%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
129.0
3.0

=

5000 Py T
12.50 13.00
284.0 o
185.0 o410 ‘ m/z 60.00 84.43%
0 \“\H‘ “}‘““\‘H \““\ \L\“\“ \‘\‘\ \““\ T \‘\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0

SRTVR L —
12.50 13.00
5000 256.0 m/z 57.05 81.80%
129.0
3.0 213.0
NN
IS T P O
miz--> 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T
43.0 12.50 13.00

m/z 55.10  72.46%

5000 284.0

3.0 129.0
185.0 2410

T ‘
m/z--> 50 100 150 200 250 300 350 12.50 13.00

F

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Eicosyl methyl ether Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.898 11.56 ng 537572  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl methyl ether 312 C21H440 1000406-29-4 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 1974 (13.898 min): BF128556.D\data.ms (-1968) (- m/z 55.10 100.00%
55.1
97.0
5000
350 1400
39.0 . .
— u‘um l “H‘ B 2T 2L s 4310 83.97%
miz-> 50 100 150 200 250
Abundance #215088: Eicosyl methyl ether
45,0 83.0
5000 — ——
13.50 14.00
25.0 m/z 83.10 82.96%
280.0
Ot “\ ‘\“ “‘\ ‘\‘ \‘ ‘\‘H“ 1“ \““\ ‘H “leeﬁ.q \2‘1\0\0\ T “ LI
m/z--> 50 100 150 200 250
Abundance #215083: 1-Heneicosano
55.0
97.0
e —
13.50 14.00
5000 m/z 57.10 81.71%
39.0
oi90 | LI 90 smm0 sano 20
miz--> 50 100 150 200 250
Abundance #179253: n-Nonadecanol-1 e —
83.0 13.50 14.00
43.0 m/z 69.05 76.02%
5000
25.0
LIl aese ase
ob— b A 5 ——
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.098 11.81 ng 549254  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 95
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 40
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 35
Abundance Scan 2008 (14.098 min): BF128556.D\data.ms (-2001) (- m/z 277.10 100.00%
277.1
5000 J\
7.0 199.1 — —
2 ‘ ‘ 1151 15‘2-0 ‘ H 14.00 14.50
oL 399 L b 881 L nyz 278.05  30.66%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —T ™
152.0 14.00 14.50
m/z 77.05 25.24%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : ?3:3-‘0‘ R
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—t— :
14.00 14.50
5000 m/z 199.10 21.60%
7.0 183.0
o9 180 L U\ 280 |
m/iz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h —— —
277.0 14.00 14.50
m/z 183.05 19.28%
5000
77.0 183.0
e L
) U NS NSl NN VI I E A -
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D
Acqg On : 28 May 2022 19:08
Operator : CG\JU
Sample : N2933-01 :
Misc P023-SS001-0612-01
ALS vial : 19 Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 unknownl4.527 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.527 2.22 ng 103072  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Diamino-6-[3,4-diethoxypheny... 275 C13H17N502 058848-69-4 46
2 phenol, 2-(5-chloro-2,1-benzisox... 275 C14H10C1NO3 1000397-06-6 45
3 1-Methyl-5'-phenylspiro(indoline... 275 C17H13N30 015970-21-5 43
4 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 43
5 Ethyl 2-cyano-2-(9-fluorenyliden... 275 C18H13NO2 014003-25-9 38
Abundance Scan 2081 (14.527 min): BF128556.D\data.ms (-2078) (- m/z 275.10 100.00%
275.1
5000 129.1
218.1
1
il 20 || —
ok \Hu }\M\WH\‘\M\\\HM‘\M “‘Lwh}hu} wan Ty ";miu‘\h‘ \‘\u ‘\““\““‘ i ‘\ ] ‘3‘8‘1-“ m/z 246.10 50.01%
miz--> 50 100 150 200 250 300 350
Abundance #166893: 3,5-Diamino-6-[3,4-diethoxyphenyl]-1,2,4-triazir
275.0
5000 — :
14.50
148.0 m/z 129.05 43.18%
43.0 ‘ 232
O\\\“”\“\‘\\‘\\‘\\“\\lgp‘Q\‘\“ L B
miz-> 50 100 150 200 250 300 350
Abundance #166944: phenol, 2-(5-chloro-2,1-benzisoxazol-3-yl)-4-me
275.0
gl by
14.50
5000 m/z 218.10 27.20%
232.0
57.0 150.0
97.0 :
90
m/z--> 50 100 150 200 250 300 350
Abundance #167340: 1-Methyl-5'-phenylspiro(indoline-3,3'-(3H)pyraz {1 ‘
275.0 14.50
m/z 102.00  26.94%
5000
220.0
144.0
280 770 | L
T e : —
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF0526

22.M Tue May 31 03:09:58 2022
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
BF128556.D

: 28 May 2022 19:08
¢ CG\JU
¢ N2933-01

: 19

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

P023-SS001-0612-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Hentriacontane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.951 2.10 ng 92893  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 90
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Pentacosane 352 (C25H52 000629-99-2 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 2323 (15.951 min): BF128556.D\data.ms (-2319) (- m/z 57.05 100.00%
57.0
" J\JM
200
169.1 :
0 HH J JM h ﬂ\ Vi 2232 3851 m/z 43.18 59.19%
miz--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 R
16.00
m/z 71.05 58.27%
ol | 1 h‘ | “ ‘1690 2250  309.0 365.0 436.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
——
16.00
5000 m/z 85.05 35.90%
0 ‘ ‘ H\ | n‘ \0\17690 225.0 281.0 338.0
A A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane T
57.0 16.00
m/z 55.10 19.02%
o M\MMM
ol LU 1080 2250 a0 w20 -
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF052622.M Tue May 31 03:09:58 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Tricosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.104 4.95 ng 218617 Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 81
2 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 74
3 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 74
4 Carbonic acid, but-2-yn-1-yl eic... 394 C25H4603 1000383-21-4 74
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 74

Abundance Scan 2349 (16.104 min): BF128556.D\data.ms (-2339) (- m/z 57.05 100.00%

57.0
5000
207.1

—— —
{ | h ‘ 282.0341.1 16.00 16.50
O MM bl b e e m/Z 43.05 80.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320429: Tricosyl trifluoroacetate
57.0
16.00 16.50

m/z 97.05 72.20%

] ‘ |, 195.0 294.0 367.0
\\\\‘\\\\‘\\\f‘\\\\‘W\\\[\\\\‘\T\\‘\W\\‘\T\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345885: Triacontyl pentafluoropropionate
57.0

T
16.00 16.50
5000 m/z 83.10 67.43%

Ll ‘ h‘ ) 1. 1950 2640 334.0 420.0 566.(
mwm - T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550

5000 l T ]

o

o

Abundance #335528: Tricosyl pentafluoropropionate e —

57.0 16.00 16.50

m/z 55.10 64.42%

- w/\NWM\N
Ol I H‘ |, 195.0 322.0 468.0

‘H‘_‘H‘H‘W"H‘H‘W‘H‘_“W‘H‘_‘H‘H“_‘H‘H‘ —r —r—

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270-BF052622.M Tue May 31 03:09:58 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.056 2.05 ng 90525  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Hexatriacontane 507 C36H74 000630-06-8 74
3 Hentriacontane 437 C31H64 000630-04-6 74
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 74
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74

Abundance Scan 2511 (17.056 min): BF128556.D\data.ms (-2503) (- m/z 57.05 100.00%
57.0

%

5000
‘ ‘H ‘h il 289.3 400.5 i 9
0 H‘W\ﬂvﬂw‘ﬂw”ﬂwhuv"me‘u“w“w“u“u“u m/z 43.05 61.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 — ‘
17.00
m/z 71.10 55.66%
113.0
O \\“\‘\‘\\\“\J“\J‘\‘LA‘é?\‘(\)‘zfz\?\()‘\z\s\lz\?\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
T \
17.00
5000 ITI/Z 85.05 38.25%
13.0
0 \} ”‘w” \}§9922502810337039304490506(
A e A e e T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320591: Hentriacontane — ‘
57.0 17.00
m/z 41.00 24.24%
5000

%

113.
’ll ” Jl A L 902250 30903650 437.0

L4y

OF v i b ol TR AT —
miz-> 0 50 100 150 200 250 300 350 400 450 500 17.00

8270-BF052622.M Tue May 31 03:09:59 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 (5-Bromothiophen-3-yl)metha... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.286 5.22 ng 230308 Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (5-Bromothiophen-3-yl)methanol, ... 206 C6H7BroS 1000505-64-0 56
2 (3S,6aR,6bR,8aR,14bR)-3-methoxy-... 440 C31H520 1000441-97-8 52
3 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 38
4 1H-Cyclopropa[a]lnaphthalene, 1a,... 204 C15H24 000489-29-2 35
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 30
Abundance Scan 2550 (17.286 min): BF128556.D\data.ms (-2545) (- m/z 189.20 100.00%
189.2
5000 95.1
41.
MHH 327.0 425.2 17.00 17.50
0 Ay M“Mm bprddpe b m/z 204,15 69.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #83060: (5-Bromothiophen-3-yl)methanol, methyl ether
45.0 127.0177.0
5000 S AL ALY
17.00 17.50
m/z 177.10 63.68%
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #322352: (3S,6aR,6bR,8aR,14bR)-3-methoxy-4,4,6a,6b,
189.0
—— —
17.00 17.50
5000 m/z 95.10 47.11%
95.0
Lo sso s 3¢
oLl If 203160 9m0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #80508: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime —— ——
189.0 17.00 17.50
m/z 55.10 46.68%
5000
41.0 91.0
ool |
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF052622.M Tue May 31 03:09:59 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl7.609 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.609 4.07 ng 179683  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)Pyrimidinone,4-amino-1,N-di... 139 C6HIN30 006220-49-1 18
2 p-Fluoro-N,N-dimethylaniline 139 C8H1OFN 000403-46-3 18
3 Ethyl 2-amino-4-methylthiophene-... 185 C8H11NO2S 043088-42-2 14
4 3-Chlorobenzoic acid, [1-(3-amin... 287 C15H14C1N30 1000303-03-5 14
5 (R)-Noradrenaline 169 C8H11NO3 000149-95-1 14
Abundance Scan 2605 (17.609 min): BF128556.D\data.ms (-2596) (- m/z 55.05 100.00%
M M/\WWW
5000 2071 2873
396.4 —— —
| j44.3 17.50 18.00
ob——iill m/z 139.85  97.28%
miz--> 50 100 150 200 250 300 350 400
Abundance  #20406: 2(1H)Pyrimidinone,4-amino-1,N-dimethyl-
139.0
5000 I, A
17.50 18.00
55.0 m/z 43.05 73.48%
O\\\\‘“H‘\M“‘}m\‘h‘h‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #20528: p-Fluoro-N,N-dimethylaniline
139.0
—— ——
17.50 18.00
5000 %5 m/z 81.00 67 .89%
42.0
ol ullidd
m/z--> 50 100 150 200 250 300 350 400
Abundance #60185: Ethyl 2-amino-4-methylthiophene-3-carboxylate —— ——
139.0 17.50 18.00
m/z 41.00 67.38%
5000
66.0 185.0
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128556.D

Acqg On : 28 May 2022 19:08

Operator : CG\JU

Sample : N2933-01 :
Misc : P023-SS001-0612-01

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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-... 5.063 4.0 ng 190011 1 6.839 947632 20.0
Hexadecanoic ac... 11.757 2.9 ng 190270 4 11.363 1324770 20.0
n-Hexadecanoic ... 11.892 8.2 ng 539591 4 11.363 1324770 20.0
trans-13-Octade... 12.469 2.6 ng 173225 4 11.363 1324770 20.0
Octadecanoic acid 12.674 2.3 ng 150649 4 11.363 1324770 20.0
Eicosyl methyl ... 13.898 11.6 ng 537572 5 13.998 929839 20.0
Triphenylphosph... 14.098 11.8 ng 549254 5 13.998 929839 20.0
unknownl14.527 14.527 2.2 ng 103072 5 13.998 929839 20.0
Hentriacontane 15.951 2.1 ng 92893 6 15.468 882874 20.0
Tricosyl triflu... 16.104 5.0 ng 218617 6 15.468 882874 20.0
Eicosane 17.056 2.0 ng 90525 6 15.468 882874 20.0
(5-Bromothiophe... 17.286 5.2 ng 230308 6 15.468 882874 20.0
unknownl17.609 17.609 4.1 ng 179683 6 15.468 882874 20.0
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