LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050219\
Data File : BM020104.D

Aca On : 02 May 2019 11:27

Operator : JU/SJ

Sample : K2551-12

Misc :

ALS Vial : 5 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 M\METHODS\8270-BM043019 .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 5.363 398 404 412 rBVY 2147648 3024120 11.11% 1.044%
2 6.951 666 674 686 rBY 2178299 3472753 12.76% 1.199%
3 7.222 714 720 729 rBV 1249878 1796688 6.60% 0.620%
4 7.316 729 736 748 rVB 2237508 3585007 13.17% 1.238%
5 7.675 789 797 804 rBVY 2251079 3395430 12.47% 1.173%
6 7.828 817 823 834 rVB 6081063 9492716 34.87% 3.278%
7 8.139 863 876 886 rBV2 6151451 12229043 44.92% 4.223%
8 8.598 946 954 964 rBY 1589899 2436824 8.95% 0.842%
9 8.857 991 998 1007 rVB 2185319 3563075 13.09% 1.230%
10 8.957 1007 1015 1018 rBvV 1255780 2219854 8.15% 0.767%

11 9.010 1018 1024 1038 rVB 4512180 7578864 27.84% 2.617%
12 9.522 1100 1111 1120 rBV 5076435 8317158 30.55% 2.872%
13 9.704 1134 1142 1150 rBV 1435388 2246637 8.25% 0.776%
14 9.998 1185 1192 1206 rBV 1627729 2510440 9.22% 0.867%
15 10.445 1258 1268 1280 rVB 6201145 9767488 35.88% 3.373%

16 10.586 1285 1292 1295 rVV 433646 768935 2.82% 0.266%
17 10.633 1295 1300 1308 rvB 2770513 4492703 16.50% 1.552%
18 11.857 1500 1508 1516 rBV 3022420 4697380 17.26% 1.622%
19 12.922 1681 1689 1700 rBV 3596767 5362970 19.70% 1.852%
20 13.051 1704 1711 1718 rVB 3836127 5395666 19.82% 1.863%

21 13.310 1747 1755 1763 rVB 5641945 8611745 31.64% 2.974%
22 13.898 1847 1855 1861 rBV 9041362 12990774 47.72% 4._.486%
23 14.021 1870 1876 1882 rBV 3010470 3926039 14.42% 1.356%
24 14.433 1939 1946 1951 rBV2 645958 1002246 3.68% 0.346%
25 14.498 1951 1957 1963 rVB 3769644 5456386 20.04% 1.884%

26 14.810 2002 2010 2021 rBV2 4861430 9994925 36.72% 3.452%
27 15.480 2117 2124 2136 rVB 15863946 20964529 77.02% 7.240%
28 15.921 2192 2199 2211 rBV 3166168 4426598 16.26% 1.529%
29 16.368 2269 2275 2283 rVB 6530357 8960593 32.92% 3.095%
30 16.468 2286 2292 2299 rBV 2812361 3995113 14.68% 1.380%

31 17.174 2406 2412 2415 rBV 886277 1289791 4.74% 0.445%
32 17.221 2415 2420 2430 rVB 6465534 8849147 32.51% 3.056%
33 19.803 2853 2859 2864 rBV 8076212 9425180 34.62% 3.255%
34 20.503 2972 2978 2983 rBV 14256083 16491759 60.58% 5.695%

8270-BM043019.M Mon May 06 07:41:31 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050219\
Data File : BM020104.D

Aca On : 02 May 2019 11:27

Operator : JU/SJ

Sample : K2551-12

Misc :

ALS Vial : 5 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
Title

Z :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.062 3069 3073 3080 rBV 599298 717444 2.64% 0.248%

36 21.274 3104 3109 3114 rBV 24143708 27221103 100.00% 9.401%
37 21.350 3116 3122 3133 rVB 11443948 15135334 55.60% 5.227%
38 21.944 3219 3223 3230 rBV3 217828 347676 1.28% 0.120%
39 22.162 3255 3260 3271 rBV 3585716 4601097 16.90% 1.589%
40 22.939 3387 3392 3397 rBVY 503517 731620 2.69% 0.253%

41 23.556 3486 3497 3506 rBV 4730539 9466711 34.78% 3.269%
42 23.650 3506 3513 3523 rVB 838844 1600455 5.88% 0.553%
43 24.185 3598 3604 3612 rVB2 513606 985637 3.62% 0.340%
44 24.274 3614 3619 3629 rVB3 239338 491552 1.81% 0.170%
45 26.003 3901 3913 3927 rBY 3904281 10980754 40.34% 3.792%

46 26.691 4019 4030 4040 rBV 1519402 4546991 16.70% 1.570%

Sum of corrected areas: 289564950
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050219\
Data File : BM020104.D

Aca On : 02 May 2019 11:27

Operator : JU/SJ

Sample : K2551-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020104.D
2e+07
1.5e+07

1e+07

7.83 8.14 10.45

5000000 o.01 952
10.63

5.36 695 732 76 8.608.8/% 9.7010.00
; ﬂ 5 s - B
0

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 85
Abundance TIC: BM020104.D

I
9.00 950 10.00 10.50 11.00 11.50

2e+07

15.48
1.5e+07 20.5

1e+07 13.90 19.80

16.37 .
13.31 17.22

5000000
1218205 14.50 h 15.92

o

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020104.D
21L27

6.47

o

2e+07

1.5e+07

1.35
1e+07

23.56
5000000 2216 26.00

26.69

.65 2
21.06]) 21.94 22.94 9497

e S R BEEEE R EEE e e S e B EEBAESEEREEEEEERREE R

Time--> 21.00 2150 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\HPCHEMI1\BNA M\DATA\BM050219\
Data File : BM020104.D

Aca On : 02 May 2019 11:27

Operator : JU/SJ

Sample : K2551-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.32 Concentration Rank 3

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

7.32 7.55 ng 3585010 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 737 (7.322 min): BM020104.D (-729) (-) m/z 132.00 100.00%
32
68
5000
40 54 | % 103 7.00 7.20 7.40 7.60
...,....,....,...!Il!.‘.‘?,!!..‘,”r!'.'.,.::-:,..?‘.7,..I~.,.'!'..,.1.1.5.,....,-'...,.. m/z 68.10 56.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 AT
7.00 7.20 7.40 7.60
64 m/z 66.10 39.73%
15 2\\7 34 42m m‘ | ‘7\6 91 99 i
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 720 7.40 7.60
5000 97 m/z 134.00 32.51%
70
31
4451 60 | 77 gg 105 116

mewwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- B B
132 7.00 7.20 7.40 7.60
m/z 69.10 26.61%
5000 67
44 59 76 103
S N e /8 G S G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050219\
Data File : BM020104.D

Aca On : 02 May 2019 11:27

Operator : JU/SJ

Sample : K2551-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.94 9.14 ng 731620 Perylene-di12 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Docosane 310 C22H46 000629-97-0 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3392 (22.939 min): BM020104.D (-3387) (-) m/z 57.10 100.00%
57
85
5000
113 22.60 22.80 23.00 23.20
141 169
~ | A .--.'||, LT 79T 225252 281 328386 | sz 71.05  92.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 AU AR
22.60 22.80 23.00 23.20
m/z 85.05 66 .60%
BI04 M1%311§1‘169 197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
22.60 22.80 23.00 23,20
5000 85 m/z 43.05 56.57%
29 113 141 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane S R N
57 22.60 22.80 23.00 23.20
m/z 55.10 26.62%
5000
85
29| | | 118 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050219\
Data File : BM020104.D

Aca On : 02 May 2019 11:27

Operator : JU/SJ

Sample : K2551-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetratetracontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

24 .19 12.32 ng 985637 Perylene-d12 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Triacontane 422 C30H62 000638-68-6 80
5 Tetratriacontane 479 C34H70 014167-59-0 76

Abundance Scan 3605 (24.191 min): BM020104.D (-3598) (-) m/z 57.05 100.00%

5[
5000
99

141 23. 80 24. OO 24. 20 24 40 24. 60
183 225
o, ..],!.J.a,....,....2.6.6..3,9?..3,“3.7...,4.1?..,....,....,....,... m/z 71.05 96.79%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000

23.80 24.00 24.20 24.40 24.60
m/z 85.10 65.83%
h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
.”.,.”,“.w.”...” P T R

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

_%

Abundance
57
R Emaa e S
23.80 24.00 24.20 24.40 24.60
5000 m/z 43.10 55_.55%
99
26 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane EEBANEEREEEEE A Sy
517 23.80 24.00 24.20 24.40 24.60
m/z 69.05 27 .65%
5000

%

99
26 ] |, 4 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24. OO 24. 20 24 40 24. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050219\
Data File : BM020104.D

Aca On : 02 May 2019 11:27

Operator : JU/SJ

Sample : K2551-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2427  6.14ng 491552  Perylene-di2 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302  074339-54-1 91

074339-53-0 91
077899-03-7 90
000400-57-7 90

2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302
3 1-Heneicosvl formate 340 C22H4402

4 Heptafluorobutvric acid. n-octad... 466 C22H37F702
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702

1000282-97-3 90

Abundance Scan 3618 (24.268 min): BM020104.D (-3614) (-) m/z 69.05 100.00%
97
43
5000
P e e e
24.00 24.20 24.40 24.60
4ty m/z 57.10 96.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 LI L L L L L L LB L LB
24 00 24 20 24. 40 24 60
0
125 m/z 97.10 89.91%
N R
m/z--> 50 200 250 300 350 400
Abundance
43
83
24.00 24.20 24.40 24.60
5000 m/z 83.10 87.76%
111
63 139 182 210
LA I e e e o B e o I B o o B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #137330: 1-Heneicosyl formate e B i
57 83 24.00 24.20 24.40 24.60
m/z 55.10 77.41%
e T i e o e e e o e T LI e o e e AR R
m/z--> 50 100 150 200 250 300 350 400 24 00 24 20 24. 40 24 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM050219\
Data File : BM020104.D

Acq On : 02 May 2019 11:27

Operator : JU/SJ

Sample - K2551-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .32 7.32 7.5 ng 3585010 1 7.79 9492720 20.0
Nonacosane 22.94 9.1 ng 731620 6 23.65 1600460 20.0
Tetratetracontane 24_19 12.3 ng 985637 6 23.65 1600460 20.0
Trichloroacetic a... 24.27 6.1 ng 491552 6 23.65 1600460 20.0
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