LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample : K5832-11

Misc :

ALS Vial : 15 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\HPCHEMI\BNA P\METHODS\8270-BP110619.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 2.346 37 44 54 rvVB 412829 634019 8.60% 1.123%
2 5.740 616 621 637 rVB 425303 661827 8.98% 1.172%
3 6.310 710 718 722 rBVY 3050231 3869196 52.49% 6.851%
4 7.816 966 974 987 rVB 3065431 4196571 56.93% 7.431%
5 8.010 1000 1007 1011 rBV 3410606 4423935 60.02% 7.834%
6 8.363 1062 1067 1073 rBvY 1055773 1259272 17.08% 2.230%
7 8.604 1102 1108 1113 rBvV 3013311 3696942 50.15% 6.546%
8 9.240 1209 1216 1220 rBvV 2127465 2654551 36.01% 4 _.700%
9 10.393 1406 1412 1417 rBV 1354602 1604424 21.77% 2.841%
10 12.169 1705 1714 1719 rBVY 4976500 6095254 82.69% 10.793%

11 12.834 1821 1827 1835 rBV 658801 756521 10.26% 1.340%
12 13.251 1891 1898 1904 rBV 1652361 2045850 27.76% 3.623%
13 14.545 2110 2118 2131 rBV 3562247 4456827 60.46% 7.892%
14 15.645 2295 2305 2309 rBV 2015564 2284412 30.99% 4.045%
15 15.681 2309 2311 2316 rVB 251418 236021 3.20% 0.418%

16 15.786 2326 2329 2334 rVB 79931 91423 1.24% 0.162%
17 16.439 2436 2440 2446 rVB 64925 79846 1.08% 0.141%
18 16.528 2447 2455 2457 rBV2 234087 290833 3.95% 0.515%
19 16.833 2503 2507 2513 rVB2 51718 83152 1.13% 0.147%

20 17.386 2596 2601 2605 rBV 435218 451893 6.13% 0.800%

21 17.610 2637 2639 2644 rBV2 67346 78609 1.07% 0.139%
22 17.692 2648 2653 2657 rVvV 488899 578466 7.85% 1.024%
23 17.928 2687 2693 2696 rBV 6244386 7371057 100.00% 13.052%
24 18.280 2749 2753 2758 rBV2 73839 122496 1.66% 0.217%
25 19.163 2898 2903 2914 rBV 337575 637321 8.65% 1.129%

26 19.280 2917 2923 2926 rVV 2113990 2499692 33.91% 4.426%
27 19.310 2926 2928 2932 rVB 198632 210228 2.85% 0.372%
28 19.569 2969 2972 2977 rBV 168825 173967 2.36% 0.308%
29 19.957 3035 3038 3042 rBvV 227154 246507 3.34% 0.436%
30 20.333 3099 3102 3109 rVB 294384 359183 4.87% 0.636%

31 20.422 3113 3117 3121 rBV2 86422 107744 1.46% 0.191%
32 20.563 3138 3141 3153 rVB 149699 351912 4.77% 0.623%
33 20.733 3166 3170 3176 rBV 288433 357567 4._.85% 0.633%
34 20.910 3197 3200 3207 rVB 104671 140066 1.90% 0.248%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample : K5832-11

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.980 3208 3212 3219 rVV 144893 190228 2.58% 0.337%

36 21.063 3220 3226 3234 rVB 1528938 2209731 29.98% 3.913%
37 21.180 3241 3246 3252 rVB 243547 369373 5.01% 0.654%
38 21.680 3326 3331 3340 rBV 169649 307244 4_.17% 0.544%
39 22.268 3426 3431 3440 rVB 87527 166833 2.26% 0.295%
40 23.204 3585 3590 3598 rvVB2 57329 123442 1.67% 0.219%

Sum of corrected areas: 56474435
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP111519\

BP001052.D

15 Nov 2019 21:26

Ju

K5832-11

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

2.35
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8.00

9.00

T
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T
6.50

T
7.00
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6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP001052.D

12.17

14.55

13.25
10.39

12.83

11889
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T T

1692° 16.

O—=
Time--> 9.50

16.00 16.50

14.50 15.00 15.50

13.00 13.50 14.00

12.00 12.50
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10.50 11.00 11.50
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6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP001052.D
1793

19.28
21.06
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17.61

311057 1996 2033680 G3ael 18 2168 9 o7 23.20
__nA N N

17.00

Time-->
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20.50 21.00 21.50

19.00 19.50 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.35 10.07 ng 634019 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 45 (2.352 min): BP001052.D (-37) (-) m/z 73.10 100.00%
3
5000
43
220 240 260  2.80
omJL,n. | ‘ A15142 189 241268297 340 388414 450 487 522548 | "m/z 43.05  29.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A LRI LA
43 220 240 260 2.80
‘ m/z 87.10 29.55%
|“'L?%“'|"“ L UL UL UL BRI SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
220 240 260 280
5000 41 m/z 55.05 23.56%
112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- B e i B,
73 220 240 260 2.80

m/z 41.05 10.41%

5000
45

HL‘ 101

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2 20 2.40 2. 60 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.74 10.51 ng 661827 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 2-Nonanone 142 C9H180 000821-55-6 12
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 621 (5.740 min): BP001052.D (-616) (-) m/z 43.00 100.00%

43
5000
101

‘ 540 560 580 6.00
Ol M ATk 133 179207 254283 320349 3BBAUBMATE 2229 'm/z 59.10  64.46Y%

T T T T 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L L L L BB |

5.40 5.60 5.80 6.00
m/z 100.95  31.49%

101
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
 EEAmEE L e R
5.40 5.60 5.80 6.00
5000 m/z 58.00 17.67%
101
15 13
A I |
L L B B B L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19930: 2-Nonanone R EERaE S L
43 540 560 5.80 6.00

m/z 41.05 9.31%

5000
71
| , 109

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknown8.01 Concentration Rank 1

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

8.01 70.26 ng 4423940 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
5 5-Aminoindole 132 C8H8N2 005192-03-0 16

Abundance Scan 1007 (8.010 min): BP001052.D (-1000) (-) m/z 131.95 100.00%
132
5000 68
w | F 7.60 7.80 8.00 8.20 8.40
Ol gl .I,L. 4,160 193221250 281309 348375 407435463 495523 m/z 67.95 36.15%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 T

760 7.80 800 820 8.40

69
39 m/z 133.95 33.33%
l“‘ 103
B T 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 e e e
104 7.60 7.80 8.00 8.20 8.40
5000 m/z 65.95 26.30%
31
IIIIlILIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- AR L e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.61%
5000
28 63‘ 104
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7. 60 7.80 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 5 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.55 ng 290833 Phenanthrene-d10 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81
Abundance Scan 2455 (16.528 min): BP001052.D (-2447) (-) m/z 73.00 100.00%
73
5000 Jt
B mers o 1620 1640 1660 1650
o P AR ARAR SIM | "m/z 59.95  74.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6
5000 UL NN BN IR
16.20 16.40 16.60 16.80
157195213 256 m/z 43.10 65.43%
m/z--> o"' 55 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
48,73
16.20 16.40 16.60 16.80
5000 m/z 57.00 63.68%
241 284
m/z--> o"' 55 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid B e e A S
43 73 16.20 16.40 16.60 16.80
m/z 55.00 61.62%
5000 129
199
; 242
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 5.10 ng 637321 Chrysene-di12 19.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 99
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
3 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance Scan 2903 (19.163 min): BP001052.D (-2898) (-) m/z 57.10 100.00%
57
97
5000
25 18:80 19.00 19.20 19.40
17850234 : : : :
obrd A RA AL, 178206730 280807 358 307 441471490526 | /5T 43 0 74.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57
5000 AR SN SN B
18.80 19.00 19.20 19.40
m/z 71.05 68.24%
}53182210 266294322
m/z--> 5 100 150 200 2%0 360 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
55
I I I

18.80 19.00 19.20 19.40

83
5000 m/z 55.10 66.58%
2 11
|F l 139168195224252
L B L e Ll B B e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #187989: Oxalic acid, hexadecyl propy! ester L B I
43 18.80 19.00 19.20 19.40
m/z 83.05 63.51%
5000 &
1 269
I 411y | 139168196224 312
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.33 3.25 ng 359183 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 3101 (20.327 min): BP001052.D (-3099) (-) m/z 57.10 100.00%
57
85
5000

20.00 20.20 20.40 20.60

13
141 183 221252 205323 356 387417 453 489518549

O A e A g 227 257 202 295323 356 387417 455 489518549 | sz 71,10 71.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 TT TT T T TTTT TTT T[T T ITg

20. 00 20. 20 20 40 20.60
m/z 43.10 64 .92%

13141169197225253281309337365394
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141426: Heneicosane

20.00 20.20 20.40 20.60
5000 m/z 85.10 56.74%

141169197225053 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane B AR AN EEEaE TSR
20.00 20.20 20.40 20.60
m/z 55.05 26.75%

5000

141169197225 267295 365393
ey
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 20,00 20.20 20.40 20.60

8270-BP110619.M Mon Nov 18 17:01:22 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 8 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.73 3.24 ng 357567 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 97
2 Tetracosane 338 C24H50 000646-31-1 97
3 Heneicosane 296 C21H44 000629-94-7 95
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 95
5 Octacosane 394 C28H58 000630-02-4 95
Abundance Scan 3169 (20.727 min): BP001052.D (-3166) (-) m/z 57.10 100.00%
57
85
5000

20.40 20.60 20.80 21.00

13
| 141169197225 268295 337 373401433 477 518

0,....,....l,..‘..,....,.... e e S 228 m/z 71.05  78.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane
5000 TT TTTT TTTT TTT T T

20. 40 20. 60 20 80 21.00
m/z 43.10 61.95%

113141169197225253281300337 379 421449477506
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #175560: Tetracosane

20.40 20.60 20.80 21.00
5000 m/z 85.10 58.53%

141169197225553 981 309338

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane R R o B S C
20.40 20.60 20.80 21.00

m/z 55.05 25.30%

5000

141169197225253 296
L e o e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.18 3.34 ng 369373 Perylene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 94
4 Hexadecane. l1l-i1odo- 352 C16H33lI 000544-77-4 94
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3246 (21.180 min): BP001052.D (-3241) (-) m/z 57.05 100.00%
57
85
5000
[T
41 183211 20.80 21.00 21.20 21.40
oL F | L0, 183211230206 205523361 303424453 499535 | sr 91 10 74.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153223: Docosane
57
5000 85 AR AR BARRE R
mmmmmmmm
113 m/z 85.05 63.40%
ee 183211230967 310
m/z--> Sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #175560: Tetracosane
57
85 [T
20.80 21.00 21.20 21.40
5000 m/z 43.10 57 .44Y%
113141169
29 338
...,....M.L.,u..11.97.22525???%399..1.,....
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153227: Pentadecane, 8-heptyl- B B o S
57 20.80 21.00 21.20 21.40
m/z 55.00 25.36%
210
5000 85
29 113149
\ | ][ Has0 | 230967 310
m/z--> Sb 160 1éo 200 250 300 3éo 460 4éo 560 séo 2080 2100 2120 2140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001052.D

Aca On : 15 Nov 2019 21:26

Operator :© JU

Sample - K5832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Hexadecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.68 2.78 ng 307244 Perylene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 91
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3331 (21.680 min): BP001052.D (-3326) (-) m/z 57.10 100.00%

a0
~
0
al

5000
ﬁ%wﬁm$%4m3m4mm4msm 2140 21.60 21.80 2200 _
Ol b AL PR AEED  S e AS A 22 m/z 71.05 83.65%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-

F

21,40 21.60 21.80 22.00
m/z 85.05 63.51%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
T T
21.40 21.60 21.80 22.00
5000 85 m/z 43.10 57.52%

113141169197225 268

-

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232377: Hexacosane, 9-octyl- T
57 21.40 21.60 21.80 22.00
m/z 55.10 24 . 74%
5000 85

?

113
|7~ 141169197 238267295 336° ¢ >393420

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111519\
Data File : BP001052.D

Acq On : 15 Nov 2019 21:26

Operator : JU

Sample - Kb832-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.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]
Butane, 2-methoxy... 2.35 10.1 ng 634019 1 8.37 1259270 20.0
2-Pentanone, 4-hy... 5.74 10.5 ng 661827 1 8.37 1259270 20.0
unknown8.01 8.01 70.3 ng 4423940 1 8.37 1259270 20.0
n-Hexadecanoic acid 16.53 2.5 ng 290833 4 15.65 2284410 20.0
1-Heneicosyl formate 19.16 5.1 ng 637321 5 19.28 2499690 20.0
Octacosane 20.33 3.3 ng 359183 6 21.06 2209730 20.0
Hexatriacontane 20.73 3.2 ng 357567 6 21.06 2209730 20.0
Docosane 21.18 3.3 ng 369373 6 21.06 2209730 20.0
Hexadecane, 1l-iodo- 21.68 2.8 ng 307244 6 21.06 2209730 20.0
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