LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\
Data File : BP002337.D
Aca On : 01 Jun 2020 14:02 Instrument :
Operator : CG/JU gyA{é el

- _ lentosampleld :
3?22'6 : L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP052720.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4 _.558 274 284 301 rBV 140705 710583 4 .80% 0.508%
2 5.228 391 398 407 rBVY 5227651 8036822 54.28% 5.751%
3 6.799 653 665 680 rBY 5438444 8902840 60.13% 6.370%
4 7.605 795 802 812 rBVY 1549107 2445692 16.52% 1.750%
5 7.928 849 857 865 rBVY 4729105 7713627 52.10% 5.519%

8.752 986 997 1012 rBV 3744800 6302811 42.57% 4_.510%
10.381 1266 1274 1281 rBV 2035400 3428013 23.15% 2.453%
7601350 12571657 84.91% 8.996%
13.716 1834 1841 1850 rBV 730336 1087300 7.34% 0.778%
14.251 1926 1932 1939 rBV2 2940298 4490419 30.33% 3.213%

QOO ~NO®
=
N
00]
\l
)]
=
)]
(o]
o
=
)]
(o]
00]
=
\]
=
()]
=
os]
<

11 15.751 2176 2187 2199 rBV 5889913 8877560 59.96% 6.352%
12 16.404 2288 2298 2303 rBvV2 400730 670644 4_.53% 0.480%
13 16.945 2385 2390 2395 rBV 143131 239722 1.62% 0.172%
14 17.010 2395 2401 2405 rVvV 3560990 5223085 35.28% 3.737%
15 17.051 2405 2408 2413 rVV 822726 1105904 7.47% 0.791%

16 17.104 2413 2417 2420 rVV3 119566 183875 1.24% 0.132%
17 17.139 2420 2423 2429 rVB 280001 380719 2.57% 0.272%
18 17.410 2465 2469 2476 rVB 219784 318927 2.15% 0.228%
19 17.822 2534 2539 2544 rBvV2 138101 246289 1.66% 0.176%
20 17.886 2546 2550 2554 rVVv2 179959 265160 1.79% 0.190%

21 17.939 2554 2559 2567 rVVv2 726921 1093198 7.38% 0.782%
22 18.075 2577 2582 2586 rBV2 167096 274758 1.86% 0.197%
23 18.233 2605 2609 2614 rBV2 122562 190055 1.28% 0.136%
24 18.416 2636 2640 2647 rVB4 121346 209373 1.41% 0.150%
25 18.780 2698 2702 2707 rBV2 104742 161360 1.09% 0.115%

26 18.904 2719 2723 2727 rBV2 334532 465841 3.15% 0.333%
27 19.004 2733 2740 2743 rBV 3313815 4132722 27.91% 2.957%
28 19.033 2743 2745 2750 rVB 1637853 1823578 12.32% 1.305%
29 19.386 2797 2805 2809 rBV 1525248 2302026 15.55% 1.647%
30 19.598 2833 2841 2853 rVB 10297914 14806146 100.00% 10.594%

31 19.875 2885 2888 2890 rBV2 142074 184146 1.24% 0.132%
32 20.027 2911 2914 2918 rVB2 143968 188204 1.27% 0.135%
33 20.245 2947 2951 2954 rBV2 317005 382823 2.59% 0.274%
34 20.280 2954 2957 2962 rVB 779324 885416 5.98% 0.634%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\
Data File : BP002337.D
Aca On : 01 Jun 2020 14:02 Instrument :
Operator : CG/JU EFA{g el

- _ lentosampleld :
3?22'6 : L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.580 3005 3008 3010 rBV2 150459 173058 1.17% 0.124%

36 20.857 3051 3055 3066 rVB3 1577247 2190364 14.79% 1.567%
37 21.116 3092 3099 3103 rBV2 4106927 6475930 43.74% 4.634%
38 21.151 3103 3105 3111 rVB 709359 767134 5.18% 0.549%
39 21.469 3157 3159 3163 rVB2 151726 158636 1.07% 0.114%
40 21.739 3201 3205 3214 rVB2 1003235 1497539 10.11% 1.072%

41 22.416 3317 3320 3326 rVB 434051 564395 3.81% 0.404%
42 22.663 3357 3362 3365 rBVY 673480 1287977 8.70% 0.922%
43 22.704 3365 3369 3372 rVVv2 2005731 3104147 20.97% 2.221%
44 22.739 3372 3375 3386 rVB 1307380 2082415 14.06% 1.490%
45 23.133 3438 3442 3448 rVB 432717 757881 5.12% 0.542%

46 23.227 3453 3458 3462 rBVY 539639 965620 6.52% 0.691%
47 23.327 3469 3475 3481 rBV 2568684 4507116 30.44% 3.225%
48 23.580 3513 3518 3525 rVB 895661 1529890 10.33% 1.095%
49 23.927 3571 3577 3583 rBV 2798442 5330994 36.01% 3.815%
50 23.998 3584 3589 3602 rVB 1299081 2576776 17.40% 1.844%

51 25.551 3847 3853 3864 rVvB2 725162 1984538 13.40% 1.420%
52 25.686 3870 3876 3884 rBV 701151 1667256 11.26% 1.193%
53 26.392 3991 3996 4013 rVB4 611638 1830998 12.37% 1.310%

Sum of corrected areas: 139753959
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP002337.D
1e+07

8000000

6000000 503 6.80

7.93
4000000 8.75

2000000 760 10.38

\ 4.56

L s L

Time--> 3. OO 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10 00 10. 50 11. OO 11.50

Abundance TIC: BP002337.D

1e+07 1960

8000000 12.87

6000000 15.75

4000000 17.01 19.00
14.25

2000000
13.72

(0 o e o e e L B o e o LA A

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP002337.D
1e+07

8000000

6000000

21.12

4000000

2000000

T

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butanoic acid, 3-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

4._.56 5.81 ng 710583 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 90
2 Formic acid hvdrazide 60 CH4N20 000624-84-0 50
3 Hexanoic acid 116 C6H1202 000142-62-1 38
4 Pentanoic acid 102 C5H1002 000109-52-4 33
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9

Abundance Scan 284 (4.558 min): BP002337.D (-274) (-) m/z 60.05 100.00%
6o
5000 jp\\\\“V~hk\“*~
rrrrTrpTT T T T T T T T T T T
420 4.40 4.60 4.80
- ?"?, 120148 199 235267 309 352385416 462 503 543 m/z 43.05 38.89%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4275: Butanoic acid, 3-methyl-
60
5000 A I R R
420 4.40 4.60 4.80
m/z 41.05 34.79%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60
420 440 460 480
5000 m/z 45.05 23.72%
R s L I W I WA B W WL I W wa%MMAh/\\Nﬁ“*MwM
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8070: Hexanoic acid e AR aE E
60 420 4.40 4.60 4.80
m/z 39.05 19.29%
- i jk
OI”LM igﬁ"”l'”' | LY UL B LI SIS L B A I R R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Propenal, 3-(4-hydroxy-3-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.57 ng 670644 Phenanthrene-d10 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(4-hvdroxvy-3-metho... 178 C10H1003 000458-36-6 95
2 4-((1BEY-3-Hvdroxv-1-propenvl)-2-.._._. 180 C10H1203 1000297-95-5 83
3 3.7-Benzofurandiol. 2.3-dihvdro-... 180 C10H1203 017781-15-6 50
4 Benzaldehvde. 2-hvdroxv-. oxime 137 C7H7NO2 000094-67-7 35
5 4-Hydroxy-2-methoxycinnamaldehyde 178 C10H1003 127321-19-1 25
Abundance Scan 2297 (16.398 min): BP002337.D (-2288) (-) m/z 178.10 100.00%
118
47 137
107
5000
39
16.00 16.20 16.40 16.60 16.80
0 h 207 246 262312341 377409 460490 537 | sz 137.10  79.55%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43612: 2-Propenal, 3-(4-hydroxy-3-methoxyphenyl)-
178
7 107135
5000 AU U AL I
16.00 16.20 16.40 16.60 16.80
m/z 77.10 73.56%
oL — \hu“h M\ MHH h MMM
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
137
180 1600 16.20 16.40 16.60 16.80
5000 g1 m/z 124.10 59.10%
51
15
Ol vy e e e e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45270: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- RS e L
137 16.00 16.20 16.40 16.60 16.80
m/z 107.10 57.22%
5000
180
s A
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.94 4.19 ng 1093200 Phenanthrene-d10 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2559 (17.939 min): BP002337.D (-2554) (-) m/z 73.10 100.00%
43 73
192
5000

27256 17.60 17.80 18.00 18.20
o 298 330361 401 454 491520549 7% 43.10 85 500

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

-

5000 LA L L L L L L LB L |
17.60 17.80 18.00 18.20
)
15715213 256 m/z 60.00 84.02%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43
17.60 17.80 18.00 18.20
5000 129 m/z 57.10 69.08%
171
214
101
ol L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid R A REAE R REEe!

17.60 17.80 18.00 18.20
m/z 55.10 66.34%

5000

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18. 20
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP060120\

BP002337.D

01 Jun 2020 14:02

CG/JuU

L2773-17

7 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

5 Trifluoroacetic acid, penta...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.86 6.76 ng 2190360 Chrysene-di12 21.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 n-Nonadecanol - 284 C19H400 001454-84-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3056 (20.863 min): BP002337.D (-3051) (-) m/z 57.10 100.00%
57
97
5000
125 229 2060 20.80 21.00 21.20
ob AdLLh L po3ime | 280314 sesa0n a4 a04 saT | oTUesiG g6 g
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
55 83
5000 111 TT T[T T T T[T I T T Trrrrrr1
20. 60 20 80 21. 00 21. 20
m/z 43.10 85.31%
o UL PM 167196224252280308
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance
57
97 HSR ISR BN SUNRA SR
20.60 20.80 21.00 21.20
5000 m/z 55.10 83.04%
29 125
0 154182210 255 306
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131393: n-Nonadecanol-1 R B
43 83 20.60 20.80 21.00 21.20
m/z 69.10 76.41%
5000 ’vh-h—ﬂk——ﬁﬁ_/\\~“/\‘ﬂ—¥hdk_
11
0 J l {29168196 238266
T N N S A 2060 20.80 21.00 21.20

8270-BP052720.M Tue Jun 02 07:37:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.74 4.62 ng 1497540 Chrysene-di12 21.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 1-Docosene 308 C22H44 001599-67-3 95
3 1-Tricosene 322 C23H46 018835-32-0 95
4 17-Pentatriacontene 491 C35H70 006971-40-0 93
5 1-Heneicosanol 312 C21H440 015594-90-8 92

Abundance Scan 3205 (21.739 min): BP002337.D (-3201) (-) m/z 57.10 100.00%

57
5000 o1

1125 21.40 21.60 21.80 22.00
155182 262 40 21.60 21.80 22.
O d AR g 720102210 202201322 372 420 461 503 848 | Tysz43.10  74.78%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55 83
5000 T TTTT T T TT TTTT T

21,40 21.60 21.80 22.00
m/z 71.10 60.42%

‘\ \ ‘\ 939@7196224'

zk
Ol LA e —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
e
21.40 21.60 21.80 22.00
5000 m/z 83.10 58.20%
29 125 308
o 15318120935 280
R e o ol e T R e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163016: 1-Tricosene R o RAREmEEa
57 21.40 21.60 21.80 22.00
97 m/z 55.10 57.40%
5000
29 25
o | 153182210238266294322
T T T T e T e e T e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.42 2.50 ng 564395 Perylene-d12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 Octadecanal 268 C18H360 000638-66-4 95
3 1.19-Eicosadiene 278 C20H38 014811-95-1 95
4 16-Heptadecenal 252 C17H320 1000144-57-9 93
5 14-Heptadecenal 252 C17H320 1000144-58-0 90
Abundance Scan 3321 (22.421 min): BP002337.D (-3317) (-) m/z 57.10 100.00%
g7
96
5000
e
22.20 22.40 22.60 22.80
ol 283 334362 402429459490 536 mn/z 82.10 88 02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117618: Oxirane, hexadecyl-
82
43
5000 LA L L L L L LB
10 22. 20 22. 40 22. 60 22. 80
38 m/z 43.10 83.15%
L e o 0
WESTRRE T U6 B N o Wikl —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43| 82 AN
B L B R
22.20 22.40 22.60 22.80
5000 m/z 96.10 67.31%
109
. 1371661942222%0
T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene A L R REmms e
55 22.20 22.40 22.60 22.80
m/z 55.10 66 .56%
96
5000
24
ol (24152180208 250278
-t e A L R REmms e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Cyclopentadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.74 9.24 ng 2082420 Perylene-d12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 91
2 n-Nonadecanol- 284 C19H400 001454-84-8 90
3 Isoheptadecanol 256 C17H360 057289-07-3 80
4 n-Heptadecanol- 256 C17H360 001454-85-9 72
5 1-Heneicosanol 312 C21H440 015594-90-8 68

Abundance Scan 3375 (22.739 min): BP002337.D (-3372) (-) m/z 83.10 100.00%
s P
5000 1
AN RS
39 258 22.40 22.60 22.80 23.00
167
ol AL “1 al 239 "1 289 827 363 400 443475508536 | /7 97.10  94.58%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
55
83
5000 AUV AUVAREE
22140 22.60 22.80 23.00
) m/z 69.10 79.89%
210
ol .Jf.ﬂ.‘ h ‘ 939 182 N —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
22.40 22.60 22.80 23.00
5000 111 m/z 55.10 79.16%
. 27 139168196 238266 h’thw*--ﬁA\Aﬁ~v\~wﬁh‘~
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107661: Isoheptadecanol R A REER R
83 22.40 22.60 22.80 23.00
3 m/z 43.10 55.05%
5000 /
11
‘( 39 182210238
OIA"P"I'”{K”A'l'J"'” DTS S S S AU RS
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 22140 22.60 22.80 23.00

8270-BP052720.

M Tue Jun 02 07:37:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.13 3.36 ng 757881 Perylene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 3441 (23.127 min): BP002337.D (-3438) (-) m/z 252.20 100.00%
282
5000
125 22.80 23.00 23.20 23.40
224 : : : :
of 30 98] 163103224 | 283 331 376 421 474 520550 . 75Eh 507 29.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252
5000

22.80 23.00 23.20 23.40
m/z 253.20 21.21%

125
63 98, 174 224 w

O e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
252
A B
22.80 23.00 23.20 23.40
5000 m/z 125.10 15.49%
126
0 63 99 174 224
B I B T i B A B et o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104214: Perylene R R mEmEE L
252 22.80 23.00 23.20 23.40
m/z 126.10 13.81%
5000
125
ol 17 50 83 ,I 174 224
L B B s L I e B B e AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 80 23. 00 23.20 23.40

8270-BP052720.M Tue Jun 02 07:37:49 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1,19-Eicosadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.58 6.79 ng 1529890 Perylene-d12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 1.19-Eicosadiene 278 C20H38 014811-95-1 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
4 Octadecanal 268 C18H360 000638-66-4 87
5 17-Octadecenal 266 C18H340 056554-86-0 80
Abundance Scan 3518 (23.580 min): BP002337.D (-3513) (-) m/z 57.10 100.00%

57
96
5000

23 266 23.20 23.40 23.60 23.80
Ob ety 166 207236 | 294 334362390418447475503 535 n/z 82.10 85 10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117618: Oxirane, hexadecyl-
82
43
5000 [TTrr[rrrr[rrrryrrrr|m
10 23.20 23.40 23.60 23.80
‘ 38 m/z 43.10 80.81%
0,??¢uwmm M‘ﬁm iS0, L 20 S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
AR RS S o
96 23.20 23.40 23.60 23.80
5000 m/z 96.10 58.04%
124
| 2 152180208 250278 AV*ﬁ,ﬁgﬂ\ﬂw__j\~»WVAA~J\/\M
[ T T T e e T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T T T T T

Abundance #129467: Oxirane, heptadecy!- R A et
23.20 23.40 23.60 23.80

m/z 55.10 58.02%

5000

é

38166194 236264

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 20 23. 40 23 60 23. 80

8270-BP052720.M Tue Jun 02 07:37:51 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP060120\
Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

Sample : L2773-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Eicosane, 10-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

2303 23.66 ng 5330090  Perylene-d12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 Eicosane. 10-methvl- 206 C21H44 054833-23-7 94

2 Octacosane 394 C28H58 000630-02-4 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3577 (23.927 min): BP002337.D (-3571) (-) m/z 57.10 100.00%
5000
23.60 23.80 24.00 24.20
141169197 : : : -
o 225253281309 351379 415443 488516543 n/z  71.10 73 33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57
23.60 23.80 24.00 24.20
m/z 43.10 56.52%
13
ok sz gt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
i e |
23.60 23.80 24.00 24.20
5000 a5 m/z 85.10 54 _.33%
29
o 113141169197225253281 309337365394
et o o o e e L R S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43 23.60 23.80 24.00 24.20
- m/z 55.10 22.07%
99 196
o 127155 [ 225252280
T T ] T [T e T T T B B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20

8270-BP052720.M Tue Jun 02 07:37:53 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .00 11.43 ng 2576780 Perylene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Cvclopentadecane 210 C15H30 000295-48-7 90
5 Octacosyl acetate 452 C30H6002 018206-97-8 90
Abundance Scan 3589 (23.998 min): BP002337.D (-3584) (-) m/z 57.10 100.00%
57 97
5000
I”S 23.60 23.80 24.00 24.20 24.40
53 : : : : :
Y I¥: 2181209236265 301330 363304 429 472 514543 | /58310  87.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
55 83
5000 111 TT T T[T T T T [T T T T[T T TT[TT
Bmmmmmmmmm
m/z 97.10 85.26%
o AL P?g}§7196224252280308
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance
57 97
23.60 23.80 24.00 24.20 24.40
5000 m/z 43.10 77.42%
125
o 29 153181209236264292320350378
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #186968: n-Tetracosanol-1 R EE e e
57 (97 23.60 23.80 24.00 24.20 24.40
m/z 55.10 75.38%
5000
25
29 ‘ 53
ok, 1193181210238266 308336
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 350 400 4&1;0 5(')0 séo 23. 60 23 80 24 00 24. 20 24 40

8270-BP052720.M Tue Jun 02 07:37:55 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.69 7.40 ng 1667260 Perylene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Octacosvl acetate 452 C30H6002 018206-97-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 1-Triacontanol 438 C30H620 000593-50-0 91
Abundance Scan 3877 (25.692 min): BP002337.D (-3870) (-) m/z 57.10 100.00%
5 o7
5000
T ' 25.40 25.60 25.80 26.00
153 289 : : :
oA LLLL I¥: 1208 245 < 335 371401 438 476 512547 | 75" 8310  82.15%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |97
5000 LI B BRI SUMLLN B
- 2540 25.60 25.80 26.00
m/z 97.10 79.67%
0 21 ‘\JL ﬂ‘ 181209236264292320 350378 _
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43| 97
' 25.40 25.60 25.80 26.00
5000 m/z 43.10 73 .85%
125
ol 15 153181209 250278306334 364392 437
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 AR EEREE L
57 97 25.40 25.60 25.80 26.00
m/z 55.10 70.57%
5000
25
29 53
ok ] 153181210238266 308336
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2540 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP060120\

Data File : BP002337.D

Aca On : 01 Jun 2020 14:02

Operator : CG/JU

ﬁ?ggle i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP052720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 _gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.39 8.12 ng 1831000 Perylene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .oamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 93
3 Eraost-7-en-3-ol 400 C28H480 116179-22-7 35
4 Pvridine-2-carboxvlic acid. (2-a... 213 C12H11N30 1000317-79-6 25
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 25
Abundance Scan 3996 (26.392 min): BP002337.D (-3991) (-) m/z 43.10 100.00%
a3
107 145 213 MMmﬁvx\mmﬂwJ/\\kfgxyuymhw/
5000 7
26.00 26.20 26.40 26.60 26.80
Obrrd b b M2 48752159 "m/z 55.10  71.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 ALV
26.00 26,20 26.40 26.60 26.80
m/z 57.10 64.27%
0 .‘. | |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
26.00 26.20 26.40 26.60 26.80
5000 m/z 107.10 63.19%
107
P 1as g 414
) 173 255 303,., 381
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212388: Ergost-7-en-3-ol A B R e
43 26.00 26.20 26.40 26.60 26.80
400 m/z 81.10 61.19%
O R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26,20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP060120\

Data File : BP002337.D

Acq On : 01 Jun 2020 14:02

Operator : CG/JU

3?22'6 i L2773-17 NM33-COMP-2020-0-6
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP052720_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butanoic acid, 3-... 4 .56 5.8 ng 710583 1 7.60 2445690 20.0
2-Propenal, 3-(4-... 16.40 2.6 ng 670644 4 17.01 5223090 20.0
n-Hexadecanoic acid 17.94 4.2 ng 1093200 4 17.01 5223090 20.0
Trifluoroacetic a... 20.86 6.8 ng 2190360 5 21.12 6475930 20.0
Cyclohexadecane 21.74 4.6 ng 1497540 5 21.12 6475930 20.0
Oxirane, hexadecyl- 22.42 2.5 ng 564395 6 23.33 4507120 20.0
Cyclopentadecane 22.74 9.2 ng 2082420 6 23.33 4507120 20.0
Benzo[e]pyrene 23.13 3.4 ng 757881 6 23.33 4507120 20.0
1,19-Eicosadiene 23.58 6.8 ng 1529890 6 23.33 4507120 20.0
Eicosane, 10-methyl- 23.93 23.7 ng 5330990 6 23.33 4507120 20.0
Behenic alcohol 24 .00 11.4 ng 2576780 6 23.33 4507120 20.0
1-Heptacosanol 25.69 7.4 ng 1667260 6 23.33 4507120 20.0
-.gamma.-Sitosterol 26.39 8.1 ng 1831000 6 23.33 4507120 20.0
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