LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\

Data File : BG032979.D

Aca On : 3 Mar 2018 12:59 Instrument :
Operator : SJ/JU BNA_G
Sample - J1774-02 ClientSampleld :
Misc - CLEAN-SAND-18
ALS Vial : 32 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.523 34 40 50 rvv4 36933 94582 2.57% 0.332%
2 3.611 50 55 62 rvB 51279 89599 2.43% 0.315%
3 4.240 158 162 172 rBV 26461 52980 1.44% 0.186%
4 5.820 425 431 439 rBV 35442 60745 1.65% 0.213%
5

6.331 510 518 528 rBV 968894 1746739 47.41% 6.136%

7.324 680 687 700 rBV 27682 58620 1.59% 0.206%
7.752 755 760 766 rBV 19077 42041 1.14% 0.148%
774 783 rVB2 39763 85521 2.32% 0.300%
8.011 796 804 821 rBV 1054276 1973595 53.56% 6.933%
8.428 867 875 890 rBvV 999689 1934268 52.50% 6.795%

(@R {cNec R NNe))
\l
[e0]
w
()]
\l
(o))
(0}

11 8.916 949 958 969 rVB 201761 358005 9.72% 1.258%
12 9.151 991 998 1007 rvve 14470 40152 1.09% 0.141%
13 9.250 1007 1015 1025 rVB 725093 1351902 36.69% 4._.749%
14 10.114 1152 1162 1176 rBV 623792 1180453 32.04% 4.147%
15 11.512 1394 1400 1408 rBV 22529 41943 1.14% 0.147%

16 11.800 1441 1449 1457 rVB 298438 552987 15.01% 1.943%
17 13.186 1672 1685 1691 rBV2 24559 43577 1.18% 0.153%
18 13.885 1799 1804 1816 rVB 69322 108538 2.95% 0.381%
19 14.156 1837 1850 1862 rBV 1646670 2752211 74.70% 9.668%

20 14.373 1880 1887 1892 rBV 56318 89218 2.42% 0.313%
21 14.432 1892 1897 1907 rVB 114829 186272 5.06% 0.654%
22 15.019 1992 1997 2003 rVB 61166 86492 2.35% 0.304%
23 15.113 2008 2013 2023 rVV2 22228 38428 1.04% 0.135%

24 15.530 2076 2084 2092 rVB2 456074 755516 20.51% 2.654%
25 16.288 2203 2213 2220 rVB 817203 1207892 32.78% 4.243%

26 16.646 2270 2274 2279 rBV 49861 59924 1.63% 0.211%
27 16.999 2327 2334 2345 rBV 1267955 2048821 55.61% 7.197%
28 17.345 2385 2393 2399 rBV2 23018 47885 1.30% 0.168%
29 17.457 2408 2412 2421 rBV 77302 116364 3.16% 0.409%
30 17.569 2427 2431 2436 rBV 23585 37562 1.02% 0.132%
31 18.097 2517 2521 2529 rBV2 25086 37582 1.02% 0.132%

32 18.256 2540 2548 2555 rBV 611015 995499 27.02% 3.497%
33 18.479 2578 2586 2592 rBV 336483 438877 11.91% 1.542%
34 18.567 2596 2601 2610 rVV5 38896 75585 2.05% 0.266%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\

Data File : BG032979.D

Aca On : 3 Mar 2018 12:59 Instrument :
Operator : SJ/JU BNA_G

Sample - J1774-02 ClientSampleld :
Misc - CLEAN-SAND-18
ALS Vial : 32 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:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.867 2649 2652 2655 rVB3 45695 52697 1.43% 0.185%

36 18.920 2655 2661 2663 rBV2 56005 112656 3.06% 0.396%
37 18.943 2663 2665 2672 rVV3 60077 128574 3.49% 0.452%

38 19.014 2673 2677 2680 rVvv4 31325 60027 1.63% 0.211%
39 19.055 2681 2684 2690 rVV5 49623 85748 2.33% 0.301%
40 19.143 2694 2699 2705 rVB 1153026 1517443 41.18% 5.331%
41 19.466 2751 2754 2762 rVB3 26643 47433 1.29% 0.167%
42 19.584 2769 2774 2778 rBV2 41393 58767 1.59% 0.206%
43 19.889 2822 2826 2833 rBV3 47375 86505 2.35% 0.304%
44 19.948 2833 2836 2840 rVB 68304 79365 2.15% 0.279%
45 19.995 2840 2844 2853 rVB6 20805 39489 1.07% 0.139%
46 20.089 2856 2860 2868 rVB7 19507 39847 1.08% 0.140%

47 20.506 2927 2931 2935 rBVY 188797 214875 5.83% 0.755%
48 20.776 2971 2977 2984 rBV 2632590 3684520 100.00% 12.944%
49 21.029 3015 3020 3025 rBV 287641 350657 9.52% 1.232%

50 21.111 3030 3034 3039 rVB6 58766 84259 2.29% 0.296%
51 21.211 3049 3051 3063 rVB6 16125 38605 1.05% 0.136%
52 21.410 3080 3085 3091 rVB7 17181 39574 1.07% 0.139%

53 21.563 3106 3111 3116 rVB 286650 358072 9.72% 1.258%
54 22.133 3202 3208 3213 rBV 206689 295663 8.02% 1.039%
55 22.421 3252 3257 3262 rVB 68813 106739 2.90% 0.375%

56 22.609 3281 3289 3300 rBV2 498124 971103 26.36% 3.411%
57 22.762 3310 3315 3321 rVB 96361 148206 4.02% 0.521%
58 23.472 3430 3436 3444 rBV2 45881 84373 2.29% 0.296%
59 24.295 3570 3576 3583 rBV2 22786 49329 1.34% 0.173%
60 26.421 3925 3938 3956 rBV2 261815 940882 25.54% 3.305%

Sum of corrected areas: 28465783
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA G\DATA\BG030218\
: BG032979.D

: 3 Mar 2018 12:59

: SJ/JU

: J1774-02

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG032979.D

6.33 8.01 8.43

10.11

11.80
8.92

3301 424 5.82 7.32 7778 I o. 1151

0

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 650 700 750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 12.50

Abundance

2500000

2000000

1500000

1000000

500000

319 1389 11133473 15931 1665 || 173487 18.1

TIC: BG032979.D
20078

14.16

17.00 19.14

16.29

15.53 22.61

20,51 21.03 21.56 2213
ihg) | 2egeT

A AN
LI B S S e B B B N O O N N N N N B B B D I B B B B

0
Time-->

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

2500000

2000000

1500000

1000000

500000

TIC: BG032979.D

26.42
23{;47 24.29

0
Time--> 23.00 2350 24.00 24.50 25.00 2550 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:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

3.61 5.01 ng 89599 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 55 (3.611 min): BG032979.D (-50) (-) m/z 73.05 100.00%
73
5000 43
55 87
37| 340 360 380 4.00
O IR LY B B o m/z 43.05 44 _09%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LU S S R
43 340 360 3.80 4.00
55 87 m/z 55.05 30.64%
0 2y | alm
R I SULILI SO SURILL SO UL I IV UL UL B
m/z--> 10 20 40 50 70 80 90 100
Abundance
73
340 360 380 4.00
5000 55 m/z 87.05 26 .95%
43
5 Yy 67 83 o8
e R IR UL UL IS UL RS LA RS RAASS WA
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl- e L e
7B 340 360 3.80 4.00
m/z 41.05 16.36%
5000
o2 1 \\ 535965 | 79 88
m/z--> ) 10 20 g 4I I0 y 70 8 9 100 340 360 3.80 4.00

8270-BG022118.M Mon Mar
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 (S)-(+)-1,2-Propanediol Concentration Rank 15

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

4.24 2.96 ng 52980 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 56
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 50
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 40
4 Butanenitrile. 2-(methoxvmethoxv) 129 C6H11NO2 1000196-86-5 9
5 2-Butanol, (R)- 74 C4H100 014898-79-4 9

Abundance Scan 162 (4.240 min): BG032979.D (-158) (-) m/z 45.05 100.00%
45
5000
57 61 4.00 4.20 4.40 4.60
Obrrreererrreeperrerreerrre S 2 e 84 n/z 43.05  15.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45
5000 RS S R

4.00 420 4.40 4.60
m/z 44.00 6.39%

0 1519 2731 3043 535761 75
T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
R R REEa T
4.00 4.20 4.40 4.60
5000 m/z 61.05 5.40%
1519 2731 g8l 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol A e maa
45 4.00 4.20 4.40 4.60
m/z 57.05 3.43%
5000
19 29
o 122010 26 33 3043 535761 76
R L L AL AAAS R o L s A RammmEE L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.82 3.39 ng 60745 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
5 3-0Octanol 130 C8H180 000589-98-0 28

Abundance Scan 431 (5.820 min): BG032979.D (-425) (-) m/z 43.05 100.00%
43
5000 59
s | 73 g “l’l 540 5.60 580 6.00 6.20
o) RSSOV N ORI AT | PRMSEREDAS SSBA MEMSSSAT  NEMS m/z 59.05 51.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BRI N S R
59 5.40 5.60 5.80 6.00 6.20
m/z 58.05 15.17%
15 31 101
0 | 25 7 37, 53, 83
miz--> e o A A A A AR
Abundance
59
540 5.60 5.80 6.00 6.20
5000 m/z 101.05 14 .68%
y 4
102
15 53 73 87
e S I S SULIURS SURILIL IS IULIULS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol | LA DAL B A LN N B
50 540 5.60 5.80 6.00 6.20
m/z 41.05 9.07%
5000 31 43 73
0 25L\ 37\“H 53| 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 13

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

7.32 3.27 ng 58620 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 83
2 Hvdrazine. (2-methoxvethvl)- 90 C3H10N20 003044-15-3 32
3 Methoxvacetic acid. 2-butvl ester 146 C7H1403 070159-90-9 25
4 Ethane. 1.2-dimethoxv- 90 C4H1002 000110-71-4 25
5 Acetic acid, hydroxy-, methyl ester 90 C3H603 000096-35-5 9

Abundance Scan 686 (7.318 min): BG032979.D (-680) (-) m/z 45.05 100.00%
45
5000 59
P e
75 90 7.00 7.20 7.40 7.60
o...“..w..”,ﬂn.?{.lL..W.J”,?ﬁ.ﬂn..“..w..”,.” m/z 59.05 42.70%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #9257: Ethanol, 2-(2-methoxyethoxy)-
45
5000 L R L R I
31 59 700 7.0 7.40 7.60
m/z 58.05 22.88%
o 25 30 s | e 8 g
miz--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
45
7.00 7.20 7.40 7.60
5000 m/z 90.05 11.68%
31 57 6 90
G S U UL UL UL SULILL I UL IS M S
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #21957: Methoxyacetic acid, 2-butyl ester ..,....,....A,....,....,
45 7.00 7.20 7.40 7.60
m/z 89.05 8.80%
57
5000
29
ol 22 1 ‘3‘9‘“5}‘\ 6 70 P P os10s 6
miz--> 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 740 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Ethanol, 2,2"-oxybis- Concentration Rank 19

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

7.75 2.35 ng 42041 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 83
2 2-Hvdrazinoethanol 76 C2H8N20 000109-84-2 9
3 Ethanol. 2-(2-hvdroxvethoxv)-. 1... 151 C4H9NO5 020633-16-3 9
4 Formamide 45 CH3NO 000075-12-7 7
5 Ethanol, 2-methoxy- 76 C3H802 000109-86-4 7

Abundance Scan 760 (7.752 min): BG032979.D (-755) (-) m/z 45.05 100.00%
45
5000
75
58 | 7.40 7.60 7.80 8.00
) m/z 75.05 18.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4981: Ethanol, 2,2'-oxybis-
45
5000
75 7.40 7.60 7.80 8.00
m/z 76.05 9.59%
R - g8 107
G S U UL UL I SULILLS I UL UL W B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
45
7.40 7.60 7.80 8.00
5000 m/z 43.05 9.46%
18 3 9 57 76
G S A UL UL IR SULILL I UL UL W B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #24658: Ethanol, 2-(2-hydroxyethoxy)-, 1-nitrate
45 7.40 7.60 7.80 8.00
m/z 44.00 8.27%
5000
. 29 75
0"'P"W"JH'”'I”"P'?ﬁ"”lﬂﬁ'l”'pﬂ"W"”l'”
m/z--> 10 20 30 40 50 60 70 8 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 1-Butanamine, N-butyl- Concentration Rank 10

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

7.83 4.78 ng 85521 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanamine. N-butvl- 129 C8H19N 000111-92-2 91
2 N-sec-Butvl-n-propvlamine 115 C7H17N 039190-67-5 78
3 4-Ethvlamino-n-butvlamine 116 C6H16N2 064429-16-9 78
4 1-Propanamine. N-(1-methvlethvl)- 101 C6H15N 021968-17-2 64
5 n-Butylethylenediamine 116 C6H16N2 019522-69-1 64

Abundance Scan 773 (7.829 min): BG032979.D (-766) (-) m/z 44.05 100.00%
44 86
5000
57
| 73 129 7.40 7.60 7.80 8.00 8.20
o | S N [ m/z 86.05 94.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13046: 1-Butanamine, N-butyl-
30 86
44
5000 LR SRS A L R

7.40 7.60 7.80 8.00 8.20
57 m/z 41.00 29.87%

15 129
0 | . 3ﬂ ‘H M‘ 70 | 100 112 |
AL B e o e A R R SRR LR A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
86

740 7.60 7.80 8.00 8.20

5000 20 44 m/z 57.05 25.44%
58 100
0 15 37 51 72 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8259: 4-Ethylamino-n-butylamine e ma .... R R
44 7.40 7.60 780 800 820
30 86 m/z 42.05 13.99%
5000 A
57
b ol B L e owe
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 780 800 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 unknown8.43 Concentration Rank 1

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

8.43 108.06 ng 1934270 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 875 (8.428 min): BG032979.D (-867) (-) m/z 131.95 100.00%
5000 68
96 PR RAREE ARSI RARSE R
40 sy 8.00 8.20 8.40 8.60 8.80
o [ | Weus m/z 68.05 41.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL IR UL I I
8.00 8.20 8.40 8.60 8.80
31 51 78 m/z 133.95 32.49%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
8.00 820 840 8.60 8.80
5000 m/z 66.05 26.74%
33 aa o 105
o 60 80 115
LN S SN I UURLELEL UL UL UURL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl M
57 132 8.00 8.20 8.40 8.60 8.80
24 m/z 69.05 16.80%
5000 98 116
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 W | S
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
8270-BG022118.M Mon Mar 05 13:11:58 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 10 Propanoic acid, 2-methyl-, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.87 ng 108538 Acenaphthene-d10 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 90
2 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 59
3 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 43
4 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 43
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 42
Abundance Scan 1805 (13.891 min): BG032979.D (-1799) (-) m/z 71.05 100.00%
43 n
5000 56
83
| ﬂ8 ” 143 173 13.60 13.80 14.00 14.20
of e m/z 43.05 83.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000
56 13.60 13.80 14.00 14.20
83 m/z 56.05 40.96%
o AN “HW IHMNII‘JJI ?ﬁ I}¥1II . .}%3... ,..17?
m/z--> 20 40 60 80 100 120 140 160
Abundance
71
13.60 13.80 14.00 14.20
5000 43 m/z 83.05 32.72%
27 89
101 114
L L L W UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #13507: Butanoic acid, 1-methylethy! ester  EERmm s e
43 13.60 13.80 14.00 14.20
1 m/z 41.05 27.12%
5000
89
27 60
o35 Tl | 102 115 150
m/z--> 20 40 60 80 100 120 140 160 ' 13.60 13.80 14.00 14.20

8270-BG022118.M Mon Mar 05 13:11:59 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 11 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14 .37 2.36 ng 89218 Acenaphthene-d10 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 83
2 Metacetamol 151 C8H9NO2 000621-42-1 49
3 Acetaminophen 151 C8H9NO2 000103-90-2 47
4 2.7-Diazaspirol4.41nonane. 2-ethvl- 154 C9H18N2 1000309-92-4 43
5 2-Cyclopentene-1-carboxylic acid... 154 C9H1402 006894-69-5 38
Abundance Scan 1887 (14.373 min): BG032979.D (-1880) (-) m/z 43.05 100.00%
43
109
5000
151
57 69 85 14.00 14.20 14.40 14.60
123 : : : :
0 ...,....',|.-.-.-':|--,.-'.|-.:~,'~.|.-.ﬁ.6,.'.":.,..}.3?.. e m/z 109.05 61.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 UL SR UL B
14.00 14.20 14.40 14.60
57 69 g5 m/z 151.05 33.42%
ol 15 % -‘.‘ el ,w,“, -”.“-‘ LAl S T+~ 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
14.00 14.20 14.40 14.60
5000 151 m/z 41.05 19.94%
43
80
ol 15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen
109 14.00 14.20 14.40 14.60
m/z 57.05 12.70%
5000 151
43 30
ol 15 27 | 5465 | 91 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60

8270-BG022118.M Mon Mar 05 13:11:59 2018

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Vanillin Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.43 4.93 ng 186272 Acenaphthene-d10 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 95
3 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 91
4 Benzaldehvde. 3-(chloroacetoxv)-... 228 C10H9CI04 066267-38-7 78
5 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 72

Abundance Scan 1897 (14.432 min): BG032979.D (-1892) (-) m/z 150.95 100.00%
131
5000
81
i 65 109 123 14.20 14.40 14.60 14.80
39 95 137 . . . )
o 3 e m/z 151.95  93.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25795: Vanillin
151
5000 U S DU B B
81 14.20 14.40 14.60 14.80
109 m/z 81.05 27.67%
0 “'I“"P"W"J“'“'Hﬁ"ﬁtt'??mh'“'P??'P"m"“l"“I'}ET'”'I“"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
152
' 1420 14.40 14.60 14.80
5000 m/z 109.00 18.00%
81
109 193
REE 27 39 52 65 73 03 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25856: 4-Hydroxy-2-methoxybenaldehyde B s e ma
151 14.20 14.40 14.60 14.80
m/z 122 .95 17.77%
5000 123
8l 109
‘ ‘ 03 ‘ 137
0'”P”W””P”W””m”'”"“w”“PMW””P”W””PJW””I”'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.20 14.40 14.60 14.80

8270-BG022118.M Mon Mar 05 13:12:00 2018

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknownl7.46 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.46 2.34 ng 116364 Phenanthrene-d10 18.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. l-methvlpropvl ester 178 C11H1402 003306-36-3 47
2 Benzoic acid. 1l-methvlethvl ester 164 C10H1202 000939-48-0 43
3 Benzoic acid. 2-methvlpropvl ester 178 C11H1402 000120-50-3 43
4 n-Propvl benzoate 164 C10H1202 002315-68-6 43
5 1,2-Ethanediol, monobenzoate 166 C9H1003 000094-33-7 43
Abundance Scan 2413 (17.463 min): BG032979.D (-2408) (-) m/z 105.00 100.00%
105
5000
77
ww | |7 17730 1740 1760 1780
194 : : : :
Obrreprrrrtlebd e ...';1|.... e s2 | m/z 77.00  32.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4380(;). Benzoic acid, 1-methylpropyl ester
105
5000 123
77 17.20 17.40 17.60 17.80
56 m/z 122.95 19.86%
2l IECCRET
m/z--> ﬁo Jo éo 80 100 120 140 1éo 180 200 220 240 260 2éo 360 350
Abundance
105
17.20 17.40 17.60 17.80
5000 m/z 58.05 11.30%
77 123
59 164
15 41 146

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #43819: Benzoic acid, 2-methylpropyl ester

17.20 17.40 17.60 17.80
m/z 59.05 10.10%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17.40 17.60 17.80

8270-BG022118.M Mon Mar 05 13:12:00 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Phthalic acid, hept-4-yl is... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.48 8.82 ng 438877 Phenanthrene-d10 18.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-4-vl isobuty... 320 C19H2804 1000356-78-3 90
2 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 78
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 78
4 1.2-Benzenedicarboxvlic acid. bi... 250 C14H1804 000605-45-8 78
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 78
Abundance Scan 2586 (18.479 min): BG032979.D (-2578) (-) m/z 148.95 100.00%
149
5000
57 N A GRS,
41 |
76 104 167 293 18.20 18.40 18.60 18.80
Ol et b b 8920 S | M7z 57.05  24.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161287: Phthalic acid, hept-4-yl isobuty! ester
149
5000 AR AR AR
18.20 18.40 18.60 18.80
m/z 41.05 12.00%
oL 4 5 76 1041y 167 20522
miz-> % 40 60 80 100 130 140 180 150 250 230 240 260 280 300
Abundance
149
18:20 18.40 18.60 18.80
5000 m/z 149.95 10.10%
41
. ST g5 104121 167 20523 307
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148040: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester e e  EAEEE R
149 18.20 18.40 18.60 18.80

m/z 103.95 7.62%

5000

a4
|, 87 83 104121 167 205 223

o R A A D . LA oo — SN | S —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.20 18.40 18.60 18.80

8270-BG022118.M Mon Mar 05 13:12:01 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 15 unknownl18.94 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.94 2.58 ng 128574 Phenanthrene-d10 18.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 3-12-(2-methoxvethoxy... 160 C8H1603 013752-97-1 43
2 Benzenepentanamide 177 C11H15NO 036603-28-8 38
3 .beta.-D-Mannofuranoside. 3.6.9-... 402 C17H32B209 1000155-77-2 37
4 Methyl 2.5.8.l11-tetraoxatridecan... 236 C10H2006 1000366-78-2 35
5 Propane, 1l-chloro-3-ethoxy- 122 C5H11CIO 036865-38-0 35
Abundance Scan 2664 (18.937 min): BG032979.D (-2663) (-) m/z 91.05 100.00%
57 o
73 121
5000 "
18.60 18.80 19.00 19.20
0 m/z 57.05 86.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31283: 1-Propene, 3-[2-(2-methoxyethoxy)ethoxy]-
59
5000 41 BRI E
18 60 18. 80 19. oo 19.20
m/z 55.05 61.99%
‘ g5 103
0'|?@“ht'”m"d'ﬁw"J“"llq%l“'%Gl" SR SRR LA RS SRR BN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
18.60 18.80 19.00 19.20
5000 a4 91 m/z 73.05 52.04%
160
. 14 11743 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #212764: .beta.-D-Mannofuranoside, 3,6,9-trioxadecyl-2,3:5...
59 18.60 18.80 19.00 19.20
m/z 81.00 48 .60%
111
5000
4
o 2 193209 239 257274 303
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1860 1880 1900 1920

8270-BG022118.M Mon Mar 05 13:12:02 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 16 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.51 4.43 ng 214875 Chrysene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2932 (20.512 min): BG032979.D (-2927) (-) m/z 57.05 100.00%
57
113 20.20 20.40 20.60 20.80
141
Y ,J.J.- AT M 160900211 230 281 | hs7T 43.05 66.05%
miz--> 0 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 AR BABSUSUERE!
85 mmmmmmmm
29 m/z 71.05 58.99%
o | k I L J 141 169 197 225 253 282
miz--> 0 éo 100 1éo 260 2%0 300 3%0
Abundance
57
20,20 20.40 20.60 20.80
5000 85 m/z 85.05 42 . 77%
29
. 113 141 169 197 225 253 296
miz--> 0 éo 160 1éo 260 2%0 360 3%0
Abundance #202662: Heptacosane L B B
57 20.20 20.40 20.60 20.80
m/z 41.05 28.05%
5000
85
0 ?? | | ) (118 141 169 197 225 253 281 323 351 380
miz--> 0 éo 160 1éo 260 250 360 3%0 2020 2040 2060 2080 '

8270-BG022118.M Mon Mar 05 13:12:02 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 17 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.03 7.22 ng 350657 Chrysene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3020 (21.029 min): BG032979.D (-3015) (-) m/z 57.05 100.00%
57
5000 85 m\_,«_vvv«~,Jk\v_hﬁ_,_\~_
RN UL BN B
3 113 41 20.80 21.00 21.20 21.40
ol I W LT 109 197 225 253 295 3% | nzo 43.05  68.98%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LRI U SR BRI B
20. 80 21. oo 21 20 21. 40
113 m/z 71.05 58.70%
oL 2] L | | j | MM 169189211 239 267 295 323 352
m/z--> 50 100 1%0 200 250 300 3%0
Abundance
57
"' 20.80 21.00 21.20 21.40
5000 85 m/z 85.05 45 . 77%
29
. 13 141 169 197 205 253 296
m/z--> §0 160 150 260 250 300 350
Abundance #105884: Octadecane Al R RS S o
57 20.80 21.00 21.20 21.40
m/z 41.05 24 .26%
29
LTl MR e 160 97 oas 254
m/z--> 50 ﬁo 150 200 250 300 3m mmmmmmmm

8270-BG022118.M Mon Mar 05 13:12:03 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 18 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.56 7.37 ng 358072 Chrysene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

Abundance Scan 3110 (21.557 min): BG032979.D (-3106) (-) m/z 57.05 100.00%

57

5000 85

:

113 21.20 21.40 21.60 21.80

| J 141 169

b b b T 200 o 267 m/z 43.05 69.15%
m/z--> 0 50 100 150 200 250 300 350
Abundance #175557: Tetracosane

T

5000 85 LA LN L L L LB L LN B
21.20 21.40 21.60 21.80
29 m/z 71.05 61.02%
ol | ‘ A d113 141 169 197 225 253 281 309 338
Ll e S e A
mz--> 0 50 100 150 200 250 300 350
Abundance
57
21.20 21.40 21.60 21.80
5000 o m/z 85.05 43.01%
29
o 113 141 169 197 225 253 281 309 337 365 394
L e e O A R A
mz-—-> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57 21.20 21.40 21.60 21.80
m/z 41.05 24 .92%
5000 85
29
o1 ‘ | ) M8 141 169 107 225 253 296
e o - i iarsumnie sl
mz--> 0 50 100 150 200 250 300 350 2120 2140 2160 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 19 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.13 6.09 ng 295663 Chrysene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3207 (22.127 min): BG032979.D (-3202) (-) m/z 57.05 100.00%

57
o -,_M,WA,V,_/\\__~NJ\_,\,h
99
mmnmnmnm
141

ol d bl ry 188224 282+ | m/z 43.05 70.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57

5000 NI e A
21. 80 22. 00 22 20 22.40

m/z 71.05 59.34%

2 ‘h ‘Hd 141 183 225 281 323 379 421 463 506
“.”,..w.”.“.”,”...”...”,”.w.”.“.”,”.w.”.“.
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v-r

21.80 22.00 22.20 22.40

o

5000 m/z 85.05 43 .54%
99
oL 26 141 183 225 267 309 380
[ T [ T T e T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517 21.80 22.00 22.20 22.40

m/z 55.05 29.52%

5000
97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SN R Sttt

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21. 80 22. 00 22 20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032979.D

Aca On : 3 Mar 2018 12:59

Operator : SJ/JU

Sample : J1774-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 20 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.76 3.05 ng 148206 Chrysene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3315 (22.762 min): BG032979.D (-3310) (-) m/z 57.05 100.00%

57
5000 85

113 22.40 22.60 22.80 23.00
| 141 169 197 267
I 11 L 169 197 225 267 385 n/z 43.05  63.23%

m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane

-

5000 85 s e
22.40 22.60 22.80 23.00

m/z 71.05 57 .44%

‘J1%3 141 169 197 225 254

0 \‘ b h H\ (I} f )

e T e
m/z--> 50 100 150 200 250 300 350
Abundance

N
[{e)
o1
N

22.40 22.60 22.80 23.00

5000 m/z 85.05 40.68%
85
0 29 113 141 169 197 225 253 281 323 351380
N — =~ LSRR sl
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R RERRE R a e s
57 22.40 22.60 22.80 23.00
m/z 41.05 23.01%
29
oL ‘ I |y He 1141 169 197 225 253 281 309 338
A e S MM Wb Vi
m/z--> 50 100 150 200 250 300 350 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030218\

Data File : BG032979.D

Acq On : 3 Mar 2018 12:59 Instrument :
Operator : SJ/JU BNA_G

Sample - J1774-02 ClientSampleld :
Misc - CLEAN-SAND-18
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 3.61 5.0 ng 89599 1 8.92 358005 20.0
S)-(+)-1,2-Propa... 4.24 3.0 ng 52980 1 8.92 358005 20.0
2-Pentanone, 4-hy... 5.82 3.4 ng 60745 1 8.92 358005 20.0
Ethanol, 2-(2-met... 7.32 3.3 ng 58620 1 8.92 358005 20.0
Ethanol, 2,2"-oxy... 7.75 2.4 ng 42041 1 8.92 358005 20.0
1-Butanamine, N-b... 7.83 4.8 ng 85521 1 8.92 358005 20.0
unknown8 .43 8.43 108.1 ng 1934270 1 8.92 358005 20.0
Propanoic acid, 2... 13.89 2.9 ng 108538 3 15.53 755516 20.0
2,4,7,9-Tetrameth... 14.37 2.4 ng 89218 3 15.53 755516 20.0
Vanillin 14.43 4.9 ng 186272 3 15.53 755516 20.0
unknownl7 .46 17.46 2.3 ng 116364 4 18.26 995499 20.0
Phthalic acid, he... 18.48 8.8 ng 438877 4 18.26 995499 20.0
unknownl18.94 18.94 2.6 ng 128574 4 18.26 995499 20.0
Eicosane 20.51 4.4 ng 214875 5 22.61 971103 20.0
Pentacosane 21.03 7.2 ng 350657 5 22.61 971103 20.0
Tetracosane 21.56 7.4 ng 358072 5 22.61 971103 20.0
Hexatriacontane 22 .13 6.1 ng 295663 5 22.61 971103 20.0
Octadecane 22.76 3.0 ng 148206 5 22.61 971103 20.0
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