LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM0O18357.D
Aca On : 21 Dec 2018 13:07 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6389-13 P001-SS015-0006-01
ALS Vial : 8 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-BM121518 .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 3.781 145 152 160 rBvV 595740 875671 4 .80% 0.378%
2 5.128 374 381 386 rBVY 2244819 3164867 17 .36% 1.365%
3 5.192 386 392 398 rVB 212554 446219 2.45% 0.192%
4 6.698 641 648 663 rVB 2015071 3506017 19.24% 1.512%
5 7.028 698 704 714 rVB 2242241 3496489 19.18% 1.508%
6 7.481 770 781 792 rBV 499927 820482 4 _.50% 0.354%
7 7.798 827 835 847 rVB 1633170 2590565 14.21% 1.117%
8 8.645 971 979 992 rBVY 1243681 2091724 11.48% 0.902%
9 10.251 1240 1252 1260 rBV 583535 1042766 5.72% 0.450%
10 11.974 1538 1545 1556 rBvV2 93579 327112 1.79% 0.141%

11 12.751 1670 1677 1689 rBV 2551308 3833218 21.03% 1.653%
12 12.921 1701 1706 1711 rBV 105584 195288 1.07% 0.084%
13 12.986 1711 1717 1730 rVB5 78971 258182 1.42% 0.111%
14 13.615 1816 1824 1834 rBV2 225998 533432 2.93% 0.230%
15 14.027 1886 1894 1908 rBV 376704 951737 5.22% 0.410%

16 14.145 1908 1914 1921 rVB2 683492 1076997 5.91% 0.464%
17 14.468 1961 1969 1974 rBV 962653 1392707 7.64% 0.601%
18 15.657 2165 2171 2179 rBV 1722193 2495944 13.69% 1.076%
19 16.209 2261 2265 2270 rBV 206415 302250 1.66% 0.130%
20 16.333 2282 2286 2289 rBV3 209735 296610 1.63% 0.128%

21 16.909 2379 2384 2389 rBV 718730 1031478 5.66% 0.445%
22 16.956 2389 2392 2398 rVV3 133983 205380 1.13% 0.089%
23 17.098 2411 2416 2420 rBV 494809 671534 3.68% 0.290%
24 17.833 2536 2541 2547 rBV 1029089 1402215 7.69% 0.605%
25 17.986 2563 2567 2574 rBV3 651121 1144087 6.28% 0.493%

26 18.086 2581 2584 2587 rBV2 190092 238986 1.31% 0.103%
27 18.274 2613 2616 2621 rBV3 185330 242866 1.33% 0.105%
28 18.845 2705 2713 2721 rBV2 2693859 4573782 25.09% 1.972%
29 19.056 2746 2749 2757 rVB4 390116 594758 3.26% 0.256%
30 19.133 2757 2762 2769 rBV 3981777 5275362 28.94% 2.275%

31 19.197 2770 2773 2777 rVB2 308837 363597 1.99% 0.157%
32 19.397 2803 2807 2813 rBV 708726 1014126 5.56% 0.437%
33 19.480 2817 2821 2824 rBV 509978 640076 3.51% 0.276%
34 19.568 2831 2836 2843 rVB3 4339527 7793830 42.76% 3.361%

8270-BM121518.M Mon Dec 24 17:17:35 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM0O18357.D
Aca On : 21 Dec 2018 13:07 Instrument :
Operator : JU/SJ g?Aﬁg el

- _ lentosampleld :
3?22'6 : J6389-13 P001-SS015-0006-01
ALS Vial : 8 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\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.709 2855 2860 2864 rBV 3411271 4246310 23.30% 1.831%

36 19.750 2864 2867 2875 rVB 1380923 2419206 13.27% 1.043%
37 19.856 2879 2885 2889 rBV 12108908 14430571 79.17% 6.222%
38 19.903 2891 2893 2900 rVB 929875 1203498 6.60% 0.519%
39 19.980 2903 2906 2911 rVB 470723 580447 3.18% 0.250%
40 20.056 2915 2919 2926 rVB 1341580 1634012 8.97% 0.705%

41 20.144 2928 2934 2937 rBV 12444551 15365733 84.30% 6.625%
42 20.192 2937 2942 2945 rBV 2666864 3262297 17.90% 1.407%
43 20.291 2955 2959 2965 rVB2 5137669 6715431 36.84% 2.896%
44 20.386 2971 2975 2979 rBV3 1183642 1486293 8.15% 0.641%
45 20.456 2979 2987 2993 rVV 7508407 13475047 73.93% 5.810%

46 20.503 2993 2995 2999 rVB 1051397 978271 5.37% 0.422%
47 20.603 3008 3012 3016 rVB 7085792 7709609 42._.30% 3.324%
48 20.668 3018 3023 3027 rBV 2877809 3688201 20.24% 1.590%
49 20.762 3036 3039 3042 rBVY 732813 836848 4_59% 0.361%
50 20.797 3043 3045 3049 rVB3 778690 826464 4_.53% 0.356%

51 20.862 3051 3056 3063 rBV2 7633993 14990382 82.24% 6.464%
52 20.927 3063 3067 3073 rVB3 3314694 4304350 23.62% 1.856%
53 20.986 3073 3077 3080 rBV 1275586 1568063 8.60% 0.676%
54 21.021 3080 3083 3089 rVB3 472471 729349 4._00% 0.314%
55 21.086 3091 3094 3098 rVB 892396 886778 4._.87% 0.382%

56 21.168 3101 3108 3113 rVB2 13341781 18226533 100.00% 7.859%
57 21.297 3127 3130 3133 rBV2 815308 1109036 6.08% 0.478%
58 21.327 3133 3135 3140 rVB 1144300 1058537 5.81% 0.456%
59 21.391 3144 3146 3151 rVB 853247 964235 5.29% 0.416%
60 21.474 3156 3160 3165 rVV 6083134 7535609 41.34% 3.249%

61 21.527 3165 3169 3175 rVB 2803462 3226407 17.70% 1.391%
62 21.591 3176 3180 3187 rBV3 2923700 3953861 21.69% 1.705%
63 21.727 3199 3203 3204 rBV 3858962 4311389 23.65% 1.859%
64 21.750 3204 3207 3215 rVB3 6167320 10250686 56.24% 4._.420%
65 21.927 3234 3237 3243 rVB2 1072127 1290093 7.08% 0.556%

66 22.144 3269 3274 3281 rBV2 2242544 4011768 22.01% 1.730%
67 22.209 3282 3285 3291 rVB 1340823 1932998 10.61% 0.833%
68 22.391 3313 3316 3325 rVB2 1181076 1691452 9.28% 0.729%
69 22.656 3356 3361 3365 rBV 2861097 4176163 22.91% 1.801%
70 22.709 3365 3370 3378 rVB 3388735 5377045 29.50% 2.319%

71 23.485 3499 3502 3509 rVB 1167198 1961803 10.76% 0.846%

8270-BM121518.M Mon Dec 24 17:17:35 2018 Page: 2



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

3?22'6 i J6389-13 P001-55015-0006-01
ALS Vial : 8 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 23.797 3551 3555 3563 rVB 1331299 2296514 12.60% 0.990%
73 23.885 3565 3570 3579 rVB 1221035 2317169 12.71% 0.999%

Sum of corrected areas: 231918812
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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: BM018357.D
1.4e+07
1.2e+07

1le+07
8000000
6000000
4000000

5.13 7.03
2000000 6}( 0

3.78 19

7.80 8.65
7.48 10.25

0 LIS L L L L L L L LA L L L L L L L L L L L L L

[
Time--> 3. OO 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018357.D

1.4e+07 19.8¢0-14
1.2e+07

1e+07

20.4

8000000

6000000

4000000
12.75
2000000 15.66

14.47 10
11.97 1700 13,62 I%ﬁﬂ ‘\ 1618133 1%

O L o o o o e e e s B B B . L e e e e o s o B L e e

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: BM018357.D
21117

1.4e+07

1.2e+07
1le+07

8000000 |

6000000

4000000 23 423889

%

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.03 Concentration Rank 2

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

7.03 85.23 ng 3496490 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 704 (7.028 min): BM018357.D (-698) (-) m/z 131.95 100.00%
32
5000 68
? 6.60 6.80 7.00 7.20 7.40
103 . . . . .
o..,....,....,...'.,".'.‘.‘?" o3 .|,..':-.,.E.*?.,..I'.,.'!..,.l.l.?,....,'...,... m/z 68.05 48.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A
6.60 6.80 7.00 7.20 7.40
21 70 m/z 66.00 33.77%
. 4451 6D 7 86 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.18%
104
oL 14 27 37 4451 58 ® T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- e

132 6.60 6.80 7.00 7.20 7.40
m/z 69.05 21.73%

5000
67
Ry ey
Ll | |l

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 700 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 6-Undecanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.03 17.67 ng 951737 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Undecanol 172 C11H240 023708-56-7 59
2 2-Butenoic acid. 3-methvl-. 3-me... 170 C10H1802 056922-73-7 50
3 Cvclohexane. bromo- 162 C6H11Br 000108-85-0 49
4 1.5-Heptadien-4-one. 3.3.6-trime... 152 C10H160 000546-49-6 43
5 3-Aminopyrazole 83 C3H5N3 001820-80-0 43
Abundance Scan 1894 (14.027 min): BM018357.D (-1886) (-) m/z 83.00 100.00%
Fsie]
5000 /\\\\a"
55
101 e S
39 Bmmmmmmm
117 151
o 136 7106 103 290 | w7z 55.05 33.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37479: 6-Undecanol
Fsic]
55
5000 101 RN UL SULELE BRI B
Bmmmmmmm
41 m/z 101.10 22.91%
NI | 125 154171
m/z--> ﬁo 45 éo éo 160 150 150 1éo 1éo 260 250 250 2éo 2éo '
Abundance #35967: 2-Butenoic acid, 3-methyl-, 3-methyloutyl ester
Fsic]
" 13:80 14.00 14.20 14.40
5000 m/z 100.00 10.50%
55 100
39
o 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30858: Cyclohexane, bromo-
Fsic] 13.80 14.00 14.20 14.40
m/z 82.00 10.04%
5000 5
0 ﬂ . 108122 162
m/z--> ﬁo 45 éo éo 160 150 150 1éo 1éo 260 250 250 2éo 2éo ! 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 5 Benzene, pentachloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14._.47 25.86 ng 1392710 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentachloro- 248 C6HCI5 000608-93-5 99
2 2-T4-Chloro-trans-stvrvl1-4-chlo... 250 C12H8CI2N2 1000251-24-0 43
3 9.9-Dichloro-9-silafluorene 250 C12H8CI2Si 018030-58-5 40
4 1.7-Dichlorophenazine 248 C12H6CI2N2 013860-52-1 35
5 1,4-Dichlorophenazine 248 C12H6CI2N2 002881-86-9 35
Abundance Scan 1969 (14.468 min): BM018357.D (-1961) (-) m/z 249.90 100.00%
210
5000

14.20 14.40 14.60 14.80

o 281 m/z 251.90 63.49%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87405: Benzene, pentachloro-

250

14.20 14.40 14,60 14.80
m/z 247.90 62.43%

5000

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88163: 2-[4-Chloro-trans-styryl]-4-chloropyrimidine
250

14.20 14.40 14.60 14.80
m/z 107.95  28.39%

5000

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88164: 9,9-Dichloro-9-silafluorene i =
250 14.20 14.40 14.60 14.80
m/z 214.90 25.75%

5000
215

152
180

o S R S

| T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

Sample : J6389-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 6 unknownl7.10 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.10 13.02 ng 671534 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-(Dimethvlamino)-1-naphthvl) ... 327 C22H17N02 085808-66-8 27
2 Phosphine oxide. bis(pentamethvl... 342 C22H310P 122085-61-4 27
3 4H-1-Benzopvran-4-one., 5.6.7-tri... 342 C19H1806 001168-42-9 16
4 Bicvclol4.1.01hepta-2.4-diene. 2... 356 C27H32 1000158-07-0 12
5 2-(3-Hydroxy-4-methoxyphenyl)-3,... 328 C18H1606 093876-56-3 12
Abundance Scan 2416 (17.098 min): BM018357.D (-2411) (-) m/z 327.10 100.00%
3‘ 7
405
5000 156
- 16,80 17.00 17.20 17.40
o} m/z 405.10 57 .98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131376: 2-(4-(Dimethylamino)-1-naphthyl)naphthoquinone
327
5000 LN B SUBLR UL B
76 16.80 17.00 17.20 17.40
104 m/z 156.00 49_.51%
\ 131152 g 226 255 283
obr—— — |‘|"| nl.“ﬂ || lll " 'll |'|Jl| " |'l|‘| |Il|l|'|lu - R
m/z--> 50 100 150 200 250 300 350 400
Abundance #138147: Phosphine oxide, bis(pentamethylphenyl)-
327
16,80 17.00 17.20 17.40
5000 m/z 328.00 32.39%
41 g5 91 117 147171193215235 263 294 l
m/z--> éo 160 150 200 250 300 350 400
Abundance #137950: 4H-1-Benzopyran-4-one, 5,6,7—trimethoxy—2—(4—m8th... LI B L L L
327 16.80 17.00 17.20 17.40
m/z 252.95 29.62%
5000
m/z--> éo 160 1§0 200 250 360 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 7 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.83 27.19 ng 1402220 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Heptanoic acid 130 C7H1402 000111-14-8 27
5 Hexadecane 226 C16H34 000544-76-3 20
Abundance Scan 2541 (17.833 min): BM018357.D (-2536) (-) m/z 73.00 100.00%
7B
[ L’l/\‘%
5000
129
97 213 L B B LB LN B
17 256 17.60 17.80 18.00 18.20
92
0 2 239 | 274290 31 m/z 60.00 72.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92227: n-Hexadecanoic acid
48
60
5000 LR UL I UL
17. 60 17. 80 18 00 18. 20
83 m/z 43.10 68.24%
0 Lﬂ 01 M0 155171 194213 239770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #65562: Tridecanoic acid
78
43
17.|60 17.|80 18.|00 18.|20
5000 m/z 41.10 67.38%
‘ 129 - 14
okl AL LA ﬂi\m L
m/z--> 20 40 60 o 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83686: Pentadecanoic acid B REEREESEET
43 7 17.60 17.80 18.00 18.20
m/z 55.10 61.57%
5000 129 NJN~MNMV~J~J\jk\AWANWf\~AMﬁ“
k2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 8 1,1"-Biphenyl, 2,2",4,4"-te... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.99 22.18 ng 1144090 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.4.4"-tetrach... 290 C12H6CI14 002437-79-8 99
2 1.17-Biphenvl., 2.3".5.5"-tetrach... 290 C12H6CI14 041464-42-0 99
3 1.1°-Biphenvl., 2,27 .4.5"-tetrach... 290 C12H6CI14 041464-40-8 99
4 1.1"-Biphenvl. 2.2 .5.6-Tetrachl... 290 C12H6CI4 041464-41-9 99
5 1,1"-Biphenyl, 2,3,4",6-tetrachl... 290 C12H6CI4 052663-58-8 98

Abundance Scan 2568 (17.992 min): BM018357.D (-2563) (-) m/z 135.10 100.00%

135 220 202

5000
17.60 17.80 18.00 18.20 18.40
O m/z 220.00 86 .86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #111724: 1,1'-Biphenyl, 2,2',4,4'-tetrachloro-
220 292
5000

17.60 17.80 18.00 18.20 18.40
m/z 291.85  83.99%

110 150

74 184

o} L I o e o
m/z--> 50 100 150 2000 250 300 350 400 450
Abundance #111730: 1,1'-Biphenyl, 2,3',5,5'-tetrachloro-
292
220 17.60 17.80 18.00 18.20 18.40
5000 m/z 289.90 63.80%
74 110 150
l l 1 184
m/z--> 50 0 150 200 250 300 350 400 450
Abundance #111721: 1,1'-Biphenyl, 2,2',4,5'-tetrachloro-
220 292 17.60 17.80 18.00 18.20 18.40
m/z 222.00 60.88%
110
5000
74 150
184 255
50
o} L I o e
m/z--> 50 100 150 2000 250 300 350 400 450 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 9 1,1°-Biphenyl, 2,2%,4,4",5-_._._. Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.84 88.68 ng 4573780 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.4.4" .5-penta... 324 C12H5CI5 038380-01-7 99
2 1.17-Biphenvl., 2.27.3.3".4-penta... 324 C12H5CI5 052663-62-4 99
3 1.1°-Biphenvl., 2.2".3.5.5"-penta... 324 C12H5CI5 052663-61-3 99
4 1.1"-Biphenvl. 2.27.3".4.5-Penta... 324 C12H5CI5 041464-51-1 99
5 1,1"-Biphenyl, 2,2",3,4,5"-penta... 324 C12H5CI5 038380-02-8 98

Abundance Scan 2712 (18.839 min): BM018357.D (-2705) (-) m/z 254.00 100.00%

2 326

5000

18.60 18.80 19.00 19.20

(o} m/z 325.90 93.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129508: 1,1-Biphenyl, 2,2',4,4',5-pentachloro-
326
254

5000 ||||||||||||||A|||A|||
18.60 18.80 19.00 19.20
m/z 256.00 92.22%
145163
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129486: 1,1'-Biphenyl, 2,2',3,3',4-pentachloro-
25 326

18.60 18.80 19.00 19.20
m/z 323.85 61.38%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129501: 1,1'-Biphenyl, 2,2',3,5,5'-pentachloro- R R S
326 18.60 18.80 19.00 19.20
m/z 327.90 59.57%

5000

VAN
LI L L L B B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 10 1,1°-Biphenyl, 2,27,3,4,4",... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.86 15.83 ng 14430600 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4.4".5"-he... 358 C12H4CI6 035065-28-2 99
2 1.17-Biphenvl., 3.3%.4.4".5.5"-he. .. 358 C12H4CI6 032774-16-6 99
3 1.1°-Biphenvl., 2.27.3.3".4.47-he. .. 358 C12H4CI6 038380-07-3 99
4 1.1"-Biphenvl. 2.27.4.4".6.6"-he... 358 C12H4CI6 033979-03-2 99
5 1,1"-Biphenyl, 2,3,3",4,4",5-hex... 358 C12H4CI6 038380-08-4 99

Abundance Scan 2886 (19.862 min): BM018357.D (-2879) (-) m/z 359.85 100.00%

290 340

5000

55 83 19.60 19.80 20.00 20.20

m/z 289.90 90.33%

o 401 429

m/z--> 50 100 150 200 250 300 350 400
Abundance #143904: 1,1-Biphenyl, 2,2',3,4,4',5-hexachloro-

5000
19.60 19.80 20.00 20.20

m/z 361.85 79 .00%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360
19.60 19.80 20.00 20.20
5000 m/z 287.90 70.03%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #143895: 1,1-Biphenyl, 2,2',3,3',4,4-hexachloro-
145 360 19.60 19.80 20.00 20.20
290 m/z 357.90 53.75%
5000
325
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 1,1°-Biphenyl, 3,3%,4,4",5,... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.14 16.86 ng 15365700 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 3.3".4.47.5.5"-he... 358 C12H4CIl6 032774-16-6 99
2 1.1°-Biphenvl. 2.3.37.4.4" .5-hex... 358 C12H4CIl6 038380-08-4 99
3 1.1°-Biphenvl. 2.2".4.47 .6.6"-he... 358 C12H4CIl6 033979-03-2 98
4 1.1"-Biphenvl. 2.3.3".4.5.6-hexa... 358 C12H4CI6 041411-62-5 97
5 1,1"-Biphenyl, 2,2",3,3%,4,4"-he... 358 C12H4CI6 038380-07-3 97

Abundance Scan 2933 (20.139 min): BM018357.D (-2928) (-) m/z 359.90 100.00%
290 0
5000
435 514 19.80 20.00 20.20 20.40
0 Ao A 2t m/z 289.90 90.01%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360
5000
19.80 20.00 20.20 20.40
m/z 361.85 79.30%
0 LR L UL
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-
360
145 290 19.80 20.00 20.20 20.40
5000 m/z 287.90 70.90%
109 218
36 | 180 253
Ob—rlry \|IIIMI _— |----||----|----| I ———
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #143903: 1,1-Biphenyl, 2,2',4,4',6,6'-hexachloro-
360 19.80 20.00 20.20 20.40
m/z 357.90 53.32%
5000 145 290
109 m
218
180
o) Hal l“llli'.IL.|....2|5.3...|.3.2.5. ‘...|....|....|...
miz--> 150 200 250 300 350 400 450 500 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 13 unknown20.86 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.86 16.45 ng 14990400 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
3-13.4-Dichlorophenvl1-6-T4-meth... 324 C13H14CI2N6 072115-58-3 43
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 40
3 Tricosane 324 C23H48 000638-67-5 38
4 Boric acid. ethvl-. didecvl ester 354 C22H47B02 1000152-34-4 38
5 2-Methyldocosane 324 C23H48 001560-81-2 37
Abundance Scan 3056 (20.862 min): BM018357.D (-3051) (-) m/z 57.10 100.00%
g7
83
5000
, 20,60 20.80 21.00 21.20
0! m/z 71.10 76.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129535: 3-[3,4-Dichlorophenyl]-6-[4-methyl-1-piperazinyl]...
43
71
5000 NIV AR AR
324 2060 20,80 21.00 21.20
97 m/z 43.10 75.83%
124 171
b Lygki b Taes aomie osy 25 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #129064: 9-Tricosene, (2)-
55 83
20,60 20.80 21.00 21.20
5000 111 m/z 83.10 63.27%
29
322
JL i LA f L[5 167 105 222 262 204 "
m/z--> 50 100 150 200 250 300 350 400
Abundance #130015: Tricosane B B e EamE e S
57 20.60 20.80 21.00 21.20
m/z 55.10 61.77%
- ] ,N,E,,*___ﬂnjLV\~A_.J\-H\
29 324
LTl e 0197 25 oy
m/z--> 50 100 150 200 250 300 350 400 2060 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 14 1,2-Dodecanediol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.75 11.25 ng 10250700 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dodecanediol 202 C12H2602 001119-87-5 59
2 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 53
3 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 020309-77-7 47
4 Cvclopentane. (2-methvibutvIl)- 140 C10H20 053366-38-4 38
5 Cyclotetradecane 196 C14H28 000295-17-0 35
Abundance Scan 3207 (21.750 min): BM018357.D (-3204) (-) m/z 97.10 100.00%
69 |97
>0 JL/W\J\WA/—A
1 1T a0 91100 2180 00
153 185213 : : . :
O b el Al 4 P20 "I 290 283308336362 412 A4S | ‘m/z 83.10  99.98%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #57273: 1,2-Dodecanediol
69 97
43
5000 L U SRS BRI SRR
171 mmmmmmnm'
m/z 69.10 84.74%
15 | | | 125
O U o U L UL WL S WL B
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #63062: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55
97
21.'40 21.|60 21.|80 22.'00 '
5000 m/z 55.10 60.01%
29
‘ 125 167
0"tL“"LI'A”I""P"'I'”'I"'W""I”"I"”I
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #11268: Cyclopentane, 1,1,3,4-tetramethyl-, trans- R RRE maE
83 21.40 21.60 21.80 22.00
41 111 m/z 111.10 57 .50%
5000 f
0"“'#'"I"”I""P"'I'”'I"'W""P"'I'”'I LN SUNU SIS SR
m/z—-> 0 50 100 150 200 250 300 350 400 450 2140 2160 2180 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 15 1,37-Octatriacontadiene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.39 17.24 ng 1691450 Perylene-di12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.37-Octatriacontadiene 531 C38H74 1000159-37-3 78
2 2.2.2-Trichloroethvyl 7-methoxvca... 464 C13H15CI3N208S 097609-96-6 37
3 Cvclohexane. (l1-hexadecvlheptade... 547 C39H78 055517-75-4 32
4 3-Amino-decahvdro-naphthalene-2-... 197 C11H19NO2 1000188-02-8 27
5 Trichloroacetic acid, 4-tridecyl... 344 C15H27CI1302 1000282-06-5 12
Abundance Scan 3316 (22.391 min): BM018357.D (-3313) (-) m/z 82.10 100.00%
22.00 22,20 2240 22.60 22.80
0 m/z 57.10 94 .83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170259: 1,37-Octatriacontadiene
55
82
5000 ABRUVABRU AR
nmnmnmnmnm
530 m/z 43.10 89.96%
o 2y l f 166194 236264292320348376404432460488
m/z--> 6 56 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #165772: 2,2,2-Trichloroethyl 7-methoxycarbonylamino-3-met...
197
22.00 22,20 2240 22.60 22.80
5000 m/z 55.10 78.43%
138
166 340 374
0‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170951: Cyclohexane, (1-hexadecylheptadecyl)- AR BT
57 22.00 22.20 22.40 22.60 22.80
m/z 83.10 76.51%
5000
97
29 321
25 462
0 | f 155183 222251 292 349379406434 | 544
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 350 400 4éo 5(')0 séo 22. 00 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 16 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.66 42 .57 ng 4176160 Perylene-di12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 3362 (22.662 min): BM018357.D (-3356) (-) m/z 57.10 100.00%
57
85
5000
I|113 141169197 225252281 309 355 402 430 462489 22.40 22,60 2280 2300 _
ol A L7107 225202261300 355 402430 462489 | o 7110 90.42%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #64575: Pentadecane
57
5000 85 BB
nmnmnmmm
29 m/z 85.10 63.73%
ol 1Ll 113141169 212
m/z-> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #151556: Heptacosane
57
2240 22.60 22.80 23.00
5000 m/z 43.10 59.22%
85
o ?? | 13141169197 225253281 323351 380
m/z-> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #115570: Heneicosane A EEREE ma s S
57 22.40 22.60 22.80 23.00
m/z 55.10 25.15%
] J\\/\A,A/\/\A\\,
5000
29 113
o | |17 141169197 205253 296
m/z—-> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo ' 2240 2260 2280 2300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 17 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.71 54.82 ng 5377050 Perylene-di12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 56
2 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 46
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 46
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 43
5 2-Aziridinone, l-tert-butyl-3-(1... 223 C14H25NO 026944-18-3 42
Abundance Scan 3370 (22.709 min): BM018357.D (-3365) (-) m/z 97.10 100.00%
69 | 97
43
5000
125 USRS SRR
153 185 241 22.40 22.60 22.80 23.00
ol L ..l.l., e .l. ci 281308 350376399425 457 | "m/z 83.10 97.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158478: Octacosanol
5000 111 AR AU R
22. 40 22 60 22. 80 23.00
29 39 392 m/z 69.10 87.14%
167 195 203 251 364
oL T i s o sgnsssze |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53667: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-
41 69 97
22.40 22.60 22.80 23.00
5000 m/z 57.10 78.11%
153
0 "'{ s #IL{%?'JM "%9?"' LRI SRR DAL L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester A A S B EaaaE B
43 22.40 22.60 22.80 23.00
m/z 55.10 65.52%
7 \\/\_J‘J\/\\MN\
5000
97
o L Llfs 154 183 224 252
m/z--> §o 160 1éo 260 2%0 360 3%0 460 4éo 2240 2260 2280 2300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 18 Oxirane, heptadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.49 20.00 ng 1961800 Perylene-di12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Tetradecanal 212 C14H280 000124-25-4 80
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 74
Abundance Scan 3503 (23.491 min): BM018357.D (-3499) (-) m/z 82.10 100.00%
7 8p
5000
%17 23.20 23.40 23.60 23.80
208 281 390 . . . .
ol d A .,.l.l.l.,11.‘5.6..,e.?f‘l,..:.,.??5‘.,3??.:,..‘.‘:?5‘,...??9 m/z 57.10 94.44%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107629: Oxirane, heptadecyl-
43 g
5000 HLSRUNRLSR BN SUNSA B
23.20 23.40 23.60 23.80
10 m/z 43.10 79.26%
138 166104 236264

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99461: Oxirane, hexadecyl-

82
R RS S REE S R
57 23.20 23.40 23.60 23.80
5000 m/z 83.10 74.07%
29
166 211 250

O+
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99447: Octadecanal R E e RRRR BEs s L

23.20 23.40 23.60 23.80
m/z 96.10 71.79%

5000

I T I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 19 Docosane, 11-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.80 23.41 ng 2296510 Perylene-d12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 93
2 Hexadecane. 1-iodo- 352 C16H33l1 000544-77-4 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3555 (23.797 min): BM018357.D (-3551) (-) 57.10 100.00%

57
85
5000

23. 40 23. 60 23 80 24. 00 24 20

13
fl 341169197225253281 323 359390 425 465 503 535

oA AL e e e e m/z 71.10 89.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147098: Docosane, 11-butyl-
57
5000 85 TT T T[T T 1T TTTT TT T T[T

23. 40 23. 60 23 80 24. 00 24 20
m/z 85.10 62.18%

113
o J [ 141169 210239267 309336366
L i e o T B o o o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141774: Hexadecane, 1-iodo-
57

85 23. 40 23. 60 23 80 24. 00 24.20
5000 m/z 43.10 57.67%
225
29 113141

AT s L - E—

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl- T
57 23. 40 23. 60 23 80 24. 00 24 20

m/z 55.10 24 .70%

5000 85

113
[17141169197 239267294323352

L i NN S

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 40 23. 60 23 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\

Data File : BM018357.D

Aca On : 21 Dec 2018 13:07

Operator : JU/SJ

ﬁ?ggle i J6389-13 P001-55015-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 20 Cyclohexane, 1,2,4,5-tetrae... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.89 23.62 ng 2317170 Perylene-d12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 58
2 Thienol2.3-d1-1.3-thiaselenol-2-.__. 238 C5H2S3Se 081803-09-0 56
3 Propanamide. 2.3.3.3-tetrafluoro... 483 C12H5BrF11NO2 294195-06-5 53
4 Acetic acid. trifluoro-. hexadec... 338 C18H33F302 006222-03-3 51
5 Cyclotetracosane 336 C24H48 000297-03-0 46
Abundance Scan 3571 (23.891 min): BM018357.D (-3565) (-) m/z 83.10 100.00%
g3
43
5000 1l
139 23.60 23.80 24.00 24.20
213
ol AR L .1.1.-,-.35?1., i2241 281 320357 400 443 492 549 | n/o97.10  96.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53670: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph...
55
97
5000 L AU SR UM IR
23160 23.80 24.00 24.20
) L 167 m/z 57.10 88.41%
. { 125 l 196
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81303: Thieno[2,3-d]-1,3-thiaselenol-2-thione
69
233 23.60 23.80 24.00 24.20
5000 117 m/z 69.10 86.18%
158
194
il
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #167407: Propanamide, 2,3,3,3-tetrafluoro-2-heptafluoropro... R
69 23.60 23.80 24.00 24.20
m/z 43.10 74 _.31%
218 404
5000 119 170
39 l ‘ M 485
S T S " s S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23160 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122118\
Data File : BM018357.D
Acq On : 21 Dec 2018 13:07 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le - J6389-13 P001-SS015-0006-01
ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

23.31 1961800 20.0
23.31 1961800 20.0
23.31 1961800 20.0

Oxirane, heptadecyl- 23.49 20.0 ng 1961800
Docosane, 11-butyl- 23.80 23.4 ng 2296510
Cyclohexane, 1,2,... 23.89 23.6 ng 2317170

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .03 7.03 85.2 ng 3496490 1 7.48 820482 20.0
6-Undecanol 14.03 17.7 ng 951737 3 14.14 1077000 20.0
Benzene, pentachl... 14.47 25.9 ng 1392710 3 14.14 1077000 20.0
unknownl17.10 17.10 13.0 ng 671534 4 16.91 1031480 20.0
n-Hexadecanoic acid 17.83 27.2 ng 1402220 4 16.91 1031480 20.0
1,1"-Biphenyl, 2,... 17.99 22.2 ng 1144090 4 16.91 1031480 20.0
1,1"-Biphenyl, 2,... 18.84 88.7 ng 4573780 4 16.91 1031480 20.0
1,1"-Biphenyl, 2,... 19.86 15.8 ng 14430600 5 21.14 18226500 20.0
1,1"-Biphenyl, 3,... 20.14 16.9 ng 15365700 5 21.14 18226500 20.0
unknown20 .86 20.86 16.4 ng 14990400 5 21.14 18226500 20.0
1,2-Dodecanediol 21.75 11.3 ng 10250700 5 21.14 18226500 20.0
1,37-Octatriacont... 22.39 17.2 ng 1691450 6 23.31 1961800 20.0
Pentadecane 22 .66 42.6 ng 4176160 6 23.31 1961800 20.0
Octacosanol 22.71 54_.8 ng 5377050 6 23.31 1961800 20.0

6
6
6
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