LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060419\
Data File : BG041063.D

Aca On : 4 Jun 2019 18:14

Operator : HP/JU

Sample : K3076-01

Misc :

ALS Vial : 10 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 G\METHODS\8270-BG052919 .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 3.202 13 19 34 rvVB 304104 557170 20.12% 2.321%
2 5.652 429 436 446 rBV 938634 1509833 54.51% 6.289%
3 7.262 701 710 720 rBV 988699 1741534 62.88% 7.254%
4 7.638 767 774 791 rBV 935651 1641622 59.27% 6.838%
5 8.114 847 855 866 rVB 356864 600485 21.68% 2.501%

8.437 902 910 919 rBV 576232 977730 35.30% 4.073%
9.289 1046 1055 1069 rBvV 554955 1016383 36.70% 4._.234%
1326 1335 1345 rBV 442311 793722 28.66% 3.306%
13.366 1741 1749 1758 rBV 1127979 1762669 63.64% 7.342%
14.183 1882 1888 1895 rBV 205058 290123 10.47% 1.208%
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=
o
©
w
N

11 14.747 1977 1984 1992 rVvB2 710112 1184782 42.78% 4_.935%
12 16.228 2229 2236 2248 rBV 1341040 2064011 74.52% 8.597%
13 17.485 2444 2450 2464 rBV2 1034217 1592450 57.50% 6.633%
14 18.337 2590 2595 2605 rBv2 177730 303232 10.95% 1.263%

15 19.530 2794 2798 2806 rVB 54342 81117 2.93% 0.338%
16 19.606 2806 2811 2820 rBV10 31337 80547 2.91% 0.336%
17 19.894 2856 2860 2866 rVB2 46425 76161 2.75% 0.317%
18 20.082 2886 2892 2902 rBV 2183785 2769718 100.00% 11.537%
19 20.846 3019 3022 3027 rVB4 30890 36664 1.32% 0.153%

20 21.357 3105 3109 3118 rVB 249487 363458 13.12% 1.514%

21 21.768 3170 3179 3185 rBV2 1027286 1828771 66.03% 7.618%
22 21.909 3200 3203 3210 rVB2 51205 72389 2.61% 0.302%
23 22.532 3305 3309 3314 rBV 66183 99666 3.60% 0.415%
24 23.237 3424 3429 3438 rBV 86388 157593 5.69% 0.656%
25 24.065 3565 3570 3581 rVB3 104143 260192 9.39%% 1.084%

26 25.099 3728 3746 3757 rBV 615256 1975881 71.34% 8.230%
27 26.210 3928 3935 3945 rVB3 55224 169335 6.11% 0.705%

Sum of corrected areas: 24007238
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060419\
Data File : BG041063.D

Aca On : 4 Jun 2019 18:14

Operator : HP/JU

Sample : K3076-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG041063.D
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG041063.D
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2000000

1500000
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG041063.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060419\
Data File : BG041063.D

Aca On : 4 Jun 2019 18:14

Operator : HP/JU

Sample : K3076-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

3.20 18.56 ng 557170 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 19 (3.202 min): BG041063.D (-13) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.1
3.20 3.30 3.40 3.50 3.60
Ol b e e e e e || M7z 43.00 40.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 USSR AR AR AR AR
43.0 3.20 3.30 3.40 3.50 3.60
55.0 87.0 m/z 87.10 27.69%
29.0
0“|“”H'“”#J“|“'w'“'w’“l“'w'“'w'“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
3.20 3.30 3.40 3.50 3.60
5000 41.0 55.0 m/z 55.00 26.51%
29.0 ‘
o TR ‘ Il “‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73.0 3.20 3.30 3.40 3.50 3.60
m/z 41.00 11.25%
5000
45.0
29.0
0"I""I”"I""I??9I""I"”I""I'”%q%P"""I""P"' /\\/\\¥“”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060419\
Data File : BG041063.D

Aca On : 4 Jun 2019 18:14

Operator : HP/JU

Sample : K3076-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.64 Concentration Rank 1

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

7.64 54 .68 ng 1641620 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 22

Abundance Scan 774 (7.638 min): BG041063.D (-767) (-) m/z 131.95 100.00%
131.9
68.0
5000
00 g0 || %0 Tk ko 7ho 300
Obrrrrrrrrrrre bbbt ol 849 L 374l "m/z 68.00 52.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 A
7.40 7.60 7.80 8.00
70.0 m/z 66.00 35.16%
310 440
0 L L 86.0 116.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
690 1000 "7 7k 780 b0
5000 ' m/z 134.00 33.04%
31.0 51.0
0 [, | H N |
LSRN LRSS RS RS REEE RS NS RSN SELAN RSN SRRAS SRR BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e B
132.0 7.40 7.60 7.80 8.00
m/z 69.00 21.91%
5000
150 280 390 520 %30 770 900 1040,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060419\
Data File : BG041063.D

Aca On : 4 Jun 2019 18:14

Operator : HP/JU

Sample : K3076-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.34 3.81 ng 303232 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 2596 (18.343 min): BG041063.D (-2590) (-) m/z 73.00 100.00%
430 730 h
5000 129.0 2131
185.1
157.0 18.00 18.20 18.40 18.60
o} m/z 43.00 89.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0
43.0
5000 AP B RARER R
129.0 18 00 18. 20 18 40 18 60 I
970 185.0 228.0 m/z 60.00 86.03%
||L ' 157.0
Oyttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid
430 73.0
18.00 18.20 18.40 18.60
5000 m/z 41.00 84 .55%
129.0
256.0
m/z--> "lelﬁﬁlléd 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid R R AR S
73.0 18.00 18.20 18.40 18.60
m/z 55.00 70.47%
43.0
5000
1290 171.0
: 214.0
98.0
0 189‘:‘”':””:”‘ H‘ ‘lhlllm\ M |‘|‘||‘||l|‘|||||||||||||||||||||||||||| R b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 1840 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060419\
Data File : BG041063.D

Aca On : 4 Jun 2019 18:14

Operator : HP/JU

Sample : K3076-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptafluorobutyric acid, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.36 3.97 ng 363458 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 3110 (21.363 min): BG041063.D (-3105) (-) m/z 57.00 100.00%
54.0
2000 l l \_/\A\MJ\\MM
SN SUNIIA UL BN I
30.1 21.00 21.20 21.40 21.60
ob—LL ‘ 1 “ 48302280 2801  sas2  SO54 Tn/z 43.00  92.64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0
5000 AR UL BRI SRR B
21.00 21.20 2140 21.60
1690 m/z 55.10 90.60%
0 | . 2240 2690 420.0
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance #177132: 1-Heneicosyl formate
57.0
97.0 SN SUNIA LS BN I
21.00 21.20 21.40 21.60
5000 m/z 83.10 76.01%
o N 189018200000 2940 349
m/z--> 50 100 1éo 200 2éo 360 350 400 450 500
Abundance #194133: Dichloroacetic acid, heptadecyl ester T
57.0 21.00 21.20 21.40 21.60
97.0 m/z 69.00 71.87%
- M«M’L—\/\
o bl ) 13301800 2380 9950
m/z--> 55 100 150 200 2éo 300 350 400 450 500 21/00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060419\
Data File : BG041063.D

Aca On : 4 Jun 2019 18:14

Operator : HP/JU

Sample : K3076-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .07 2.63 ng 260192 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 90
3 Tetracosane. 9-octvl- 451 C32H66 055401-54-2 90
4 Pentacosane. 13-undecvl- 507 C36H74 055517-89-0 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3571 (24.071 min): BG041063.D (-3565) (-) m/z 57.05 100.00%

57.0
5000

. ittt
| F 156.1189 02242 2660 323.2356.0  415.0 23.80 24.00 24.20 24.40

ol AL g (S80S 266.0 | 32323%6.0 4190 | hsz  71.05  71.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 LN B N L I I B O

23.I80 24.IOO 24.I20 24.I4O
m/z 43.00 68.14%

9.0
o250 b L Ly 141.0 183.0 225.0 267.0 309.0 380.0
L w2 B LSRRI MG S e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57.0
s B A A
23.80 24.00 24.20 24.40
5000 m/z 85.05 40.42%
0
oL d byl |y 140 1830 2250 2950 337.0 3780 420.0
B T L B e A e o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #227198: Tetracosane, 9-octyl- e e R B R
57.0 23.80 24.00 24.20 24.40
m/z 55.10 29.01%
-~ W‘VVW/\%/\MV\A\«
99.0 238.0 337.0
ol d 41y 14101830 7 2810 | 3780
T T T T e T e s B A A
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060419\
Data File : BG041063.D

Acq On : 4 Jun 2019 18:14

Operator : HP/JU

Sample - K3076-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_M
Quant Title : 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... 3.20 18.6 ng 557170 1 8.11 600485 20.0
unknown? .64 7.64 54_.7 ng 1641620 1 8.11 600485 20.0
Tetradecanoic acid 18.34 3.8 ng 303232 4 17.48 1592450 20.0
Heptafluorobutyri... 21.36 4.0 ng 363458 5 21.77 1828770 20.0
Heptacosane 2407 2.6 ng 260192 6 25.10 1975880 20.0
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